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Fig. S-1: R matrices calculated for designated model peptides with or without CID. Upper values

represent R;; (i,j were chosen to give an Rqiral 2 1), lower values represent the standard deviation.

Fig. S-1-1
Peptide: IIGPVLCa no CID applied
i,j z6 z5 y6 yS y4 y2 b7 b6 bS b2 a7 a6 as
z5 1.37
0.07
y6 1.12 |1.53
0.03 |0.10

yS 1.18 |1.62 |1.05
0.04 10.14 [0.05

y4 1.57 |2.15 (140 |1.33
0.05 10.17 ]0.05 ]0.01

y2 1.10 |1.51 [1.02 [1.07 |1.43
0.04 10.09 [0.05 [0.04 |0.04

b7 135 |1.85 (1.21 |1.15 |1.16 |1.23
0.09 10.11 |0.11 [0.09 ]0.09 |0.10

b6 1.26 |1.73 (112 [1.07 |1.25 |1.15 |1.08
0.04 10.13 [0.05 [0.02 |0.01 [0.03 |0.07

bS 1.14 |1.56 |1.02 |[1.04 |1.38 [1.04 |1.19 |1.11
0.05 10.13 10.04 [0.02 |0.02 [0.03 ]0.09 |0.03

b2 113 |1.21 |1.26 [1.33 |1.77 |1.24 |1.53 |1.42 |1.28
0.03 10.08 [0.05 [0.02 |0.03 [0.03 [0.12 |0.02 |0.03

a7 1.24 |1.69 |1.11 |1.05 |1.27 (113 |1.09 |1.02 (1.09 |1.40
0.04 10.12 [0.06 [0.06 |0.07 [0.07 [0.09 |0.06 [0.07 |0.07

a6 1.21 |1.13 |1.36 [1.43 |191 |133 |1.64 |1.53 |1.38 [1.08 |1.50
0.03 10.06 [0.02 [0.05 |0.06 [0.05 [0.14 |0.05 [0.04 [0.03 |0.08

as 117 |1.17 (131 [1.38 |1.83 (128 |1.58 |1.47 (133 |1.03 |1.44 |1.04
0.02 ]10.06 [0.03 [0.07 |0.09 [0.07 [0.13 |0.07 |0.08 ]0.04 |[0.04 |0.03

a2 1.66 |1.22 (1.86 [1.96 |2.60 |1.82 |2.25 |2.09 (1.89 [1.47 |2.06 (137 |1.42
0.14 10.12 ]0.17 |0.18 1024 [0.14 [033 |0.19 [0.20 |0.12 |0.20 [0.12 ]0.10




Fig. S-1-2

Peptide: GIGPVLCa no CID applied
z6 z5 y6 yS v4 y2 b7 b6 bS b2 a7 a6 a5
5 1.02
0.30
y6 1.18 [1.21
0.30 |0.07
y5 1.03 [1.05 [1.15
0.31 |0.05 |0.07
y4 1.09 [1.10 [1.09 |[1.05
0.31 |0.04 [0.05 |0.04
y2 1.17 [1.14 [1.37 [1.20 [1.26
0.31 |0.03 [0.04 |0.06 |0.02
b7 122 [1.19 [1.43 [1.25 [1.31 [1.04
0.34 |0.09 [0.06 |0.08 |0.07 |0.06
b6 113 [1.10 [1.33 [1.16 [1.22 [1.03 [1.08
0.34 |0.06 [0.07 [0.02 [0.03 [0.05 |0.06
b5 1.01 [1.03 |[1.18 [1.02 [1.08 [1.17 [1.22 [1.13
0.30 |0.03 [0.06 [0.02 [0.02 |0.04 |0.08 |[0.02
b2 1.11 [1.08 [1.30 [1.13 [1.19 [1.06 [1.11 [1.03 [1.10
038 |0.11 [0.15 |0.18 |0.14 |0.11 |0.12 |0.14 |0.14
a7 1.02 [1.04 [1.16 [1.01 [1.06 [1.19 [1.24 [1.15 [1.02 |1.12
0.28 |0.03 [0.04 |0.04 [0.02 |0.03 |0.07 |0.03 |0.02 |0.14
a6 144 [141 [1.70 [1.48 [1.55 [1.23 [1.18 [1.27 [1.44 [1.31 [1.46
0.40 |0.07 [0.05 |0.06 [0.03 |0.04 [0.05 |0.04 |0.05 |0.17 |0.03
as 1.82 [1.77 [2.14 [1.86 [1.96 [1.56 [1.49 [1.61 [1.82 [1.65 [1.85 [1.26
0.50 |0.03 [0.11 |0.10 [0.05 |0.04 |0.11 |0.07 |0.07 |0.15 |0.06 |0.06
a2 1.16 [1.22 [1.01 [1.16 [1.10 [1.39 [1.44 [1.34 [1.19 [1.32 [1.17 [1.71 [2.16
0.55 |031 [025 |028 [029 |035 042 [034 029 [043 [028 [042 |0.58




Fig. S-1-3

Peptide: KIGPVLCa no CID applied
25 |Y7 Y6 |y5 |y4 [y2 J|IGP |IGP [GPV |[b7 [b6 [b5 [a7 [a6 [a5
VL |V
Y7  [3.36
1.56
Y6 [1.75 [5.83
0.07 [2.48
y5 1.01 [3.38 [1.72
0.02 | 1.50 |0.04
y4 1.12 [3.74 [1.57 [1.10
0.01 [1.72 ]0.05 [0.02
y2 1.18 [2.86 [2.06 [1.20 [1.32
0.02 [1.37 [0.10 [0.03 [0.02
IGPV [1.02 [3.44 [1.71 [1.01 [1.09 [1.20
L 0.05 [1.43 ]0.08 [0.06 |0.05 |0.07
IGPV [1.20 [2.83 [2.09 [1.21 [1.33 [1.01 [1.22
0.03 [1.37 ]0.14 [0.06 [0.05 [0.03 |0.10
GPV [1.35 [2.51 (236 [1.37 [1.51 |[1.14 [1.38 [1.13
0.03 [124 [0.15 [0.06 [0.05 [0.02 [0.10 |0.02
b7 1.08 [3.05 [1.88 [1.09 [1.20 [1.10 [1.10 |[1.11 [1.26
0.09 [125 [0.12 [0.07 [0.08 [0.09 [0.12 [0.12 [0.13
b6 1.09 [3.05 [1.91 [1.11 [1.22 [1.08 |[1.12 [1.09 [1.23 [1.02
0.06 |[1.45 0.08 [0.05 [0.06 [0.07 |0.08 [0.09 [0.10 |0.07
b5 1.06 [3.17 [1.85 [1.07 [1.18 [1.12 [1.08 [1.13 [1.28 [1.02 [1.04
0.02 [1.44 ]0.04 [0.02 [0.01 [0.03 |0.05 |0.05 [0.05 |0.06 |0.04
a7 1.01 [338 [1.74 [1.01 [1.11 [1.19 [1.01 [1.21 [1.36 [1.09 [1.10 |1.06
0.05 |1.65 [0.14 |0.06 |0.06 [0.07 |0.10 [0.06 |0.08 [0.09 |0.10 |0.06
a6 1.36 247 [239 [1.38 [1.52 [1.16 [1.39 |[1.14 [1.01 [1.27 [1.24 [1.29 [1.38
0.02 [1.15 0.08 004 [0.02 [0.02 |0.06 |0.04 [0.03 [0.10 [0.07 |0.03 |0.07
a5 1.45 [2.32 [254 [147 [1.62 [1.23 [148 |1.21 [1.08 [1.35 [1.32 [1.37 [1.46 [1.06
0.03 |1.10 [0.12 [0.05 [0.04 [0.03 |0.10 [0.03 |0.03 |[0.11 |0.09 |0.04 |0.05 |0.02
a4 1.09 [3.08 [1.92 [1.11 [1.22 [1.08 [1.12 [1.09 [1.23 [1.02 [1.00 [1.04 [1.10 [1.25 [1.32
0.01 |1.45 ]0.09 [0.03 [0.03 [0.01 ]0.06 [0.02 |0.02 [0.09 |0.07 [0.03 |0.06 [0.02 |0.03




Fig. S-1-4

Peptide: EIGPVLCa no CID applied
z5 y6 Y6 y5S v4 y2 b7 b6 b5 a7 a6
y6 1.01
0.02
Y6 125 [1.25
0.08 |0.10
y5 1.56 |[1.55 [1.94
0.06 |0.08 |0.07
y4 133 [1.32 [1.66 [1.18
0.06 [0.07 |0.15 |0.10
y2 121 [1.20 [1.51 [1.31 [1.11
0.13 [0.13 [0.22 |0.20 |0.07
b7 1.61 [1.62 [1.28 [2.49 [2.18 [2.04
0.76 [0.75 |0.57 |1.16 |1.05 |1.03
b6 134 [133 [1.66 [1.17 [1.01 [1.12 [2.12
0.06 [0.07 [0.06 |0.03 [0.09 |0.18 |0.96
b5 1.00 [1.01 [1.24 [1.57 [1.33 [1.21 [1.64 |1.34
0.04 [0.05 [0.10 [0.12 |0.01 |0.09 [0.79 |0.11
a7 1.10 [1.11 [1.14 [1.72 [146 [1.32 [1.51 [1.48 [1.10
0.08 [0.10 |0.12 [0.17 0.06 |0.09 [0.79 |0.17 |0.04
a6 1.66 [1.67 [1.33 [2.59 [2.20 [2.00 [1.44 [2.21 [1.65 [1.51
0.05 [0.03 [0.09 |0.15 |0.12 |022 [0.94 |0.13 |0.10 |0.15
as 224 [2.25 [1.80 [3.50 [2.97 [2.69 [1.99 [2.99 [2.23 [2.03 [1.35
0.13 [0.14 |0.16 |0.30 [0.09 |021 [1.34 |0.26 |0.07 |0.13 |0.07




Fig. S-1-5
Peptide: FIGPVLCa no CID applied

z5 y6 yS y4 IGPV | IGPV | GPV | b7 b6 b5 a7 a6 a5Y4

L
¥6 127
0.10
¥5 128 | 1.00
0.2 |0.04

y4 153 |1.20 |1.20
0.13 10.04 0.02

IGPV |1.07 |1.36 |1.37 |1.64
L 0.06 10.03 ]0.07 ]0.07

IGPV |1.08 |1.37 |1.38 |1.65 |1.01
0.07 ]0.05 |0.05 ]0.06 ]0.03

GPV |111 |115 |115 |138 [1.19 |1.19
0.06 [0.04 |0.05 ]0.05 ]0.02 |0.01

b7 135 |1.06 |1.06 |1.13 |145 (146 |1.22
0.17 10.06 |0.04 ]0.06 |0.11 ]0.10 ]0.09

b6 1.24 |1.03 |1.03 |1.23 [1.33 (134 |1.12 |1.09
0.12 10.04 |0.01 ]0.03 ]0.06 |0.04 |0.04 |0.04

bS 1.24 |1.03 |1.03 |1.24 |133 (133 |1.12 |1.09 |1.00
0.12 10.04 |0.01 ]0.01 ]0.06 |0.05 [0.04 |0.05 |0.01

a7 1.21 |1.05 |1.06 |1.27 |1.29 (130 |1.09 |1.12 |1.03 |1.03
0.09 10.02 |0.04 ]0.04 002 ]0.03 |0.02 [0.07 ]0.03 [0.03

a6 118 150 |1.50 |1.80 |1.10 (1.09 |1.31 |1.59 |[1.46 |1.46 |1.42
0.08 [0.04 |0.06 (0.05 ]0.02 003 [0.03 [0.10 |0.05 ]0.05 [0.02

aSy4 |125 |1.59 (159 (191 (116 |1.16 |[1.38 |1.68 (155 |1.54 |1.51 |1.06
0.08 0.05 |0.05 ]0.05 ]0.03 (001 |0.01 [0.10 ]0.04 ]0.05 |0.03 ]0.02

a3 1.30 |1.02 |1.02 |1.18 |1.39 (140 |1.17 |1.04 [1.05 |1.05 [1.08 |1.53 |1.62
0.10 ]0.02 ]0.02 ]0.02 ]0.04 (003 [0.03 [0.05 (0.02 ]0.02 [0.02 ]0.03 |0.03




Fig. S-1-6

Peptide: SIGPVLCa no CID applied
25 |y5 |y4 [y2 |IGP |b7-18 b7 [b6-18 |b6 |b5-18 b5 [a7 |a6
A
y5 1.23
0.06
y4 1.06 |1.16
0.05 |0.04
y2 1.05 (117 [1.01
0.05 [0.08 |0.04
IGPV [1.11 [136 [1.17 [1.17
0.07 [0.14 |0.09 |0.08
b7-18 [1.09 [1.12 [1.03 [1.04 [1.21
0.09 009 |0.05 |0.07 |0.11
b7 133 [1.64 [1.41 [141 [1.20 [1.46
0.16 [0.14 |0.13 |0.19 [0.16 [0.12
b6-18 [1.05 [1.29 [1.11 [1.10 [1.06 |1.14 [1.27
0.07 [0.08 |0.03 |0.03 [0.08 [0.05 |0.13
b6 113 [138 [1.19 [1.19 [1.02 [1.23 [1.18 |1.07
0.05 [0.03 |0.03 |0.06 |0.09 [0.09 [0.10 |0.05
b5-18 {1.00 {122 [1.06 [1.05 [1.11 [1.09 [1.33 [1.05 [1.13
0.07 [0.13 |0.08 ]0.04 |0.09 |0.12 [0.25 [0.08 |0.10
b5 1.08 (132 [1.14 [113 [1.03 [1.17 [1.24 [1.03 [1.05 |1.08
0.04 [0.05 1002 10.04 |0.07 [0.06 [0.13 [0.04 |0.03 [0.08
a7 1.08 (132 [1.14 [1.13 [1.03 [1.18 [1.24 [1.03 [1.05 [1.08 |1.00
0.03 [0.10 |0.04 |0.03 |0.05 [0.08 |[0.15 [0.05 [0.06 |0.06 [0.03
a6 1.86 [2.28 [1.97 [196 [1.68 [2.03 [1.39 [1.78 [1.65 [1.86 [1.73 [1.73
0.05 [0.13 |0.05 [0.08 [0.09 |0.12 [0.13 [0.08 |0.07 |0.15 [0.04 |0.04
a5 271 [3.32 [2.87 [2.85 [2.45 [2.96 [2.03 [2.59 [2.40 [2.71 [2.52 [2.51 |[1.46
0.12 1030 |0.14 |0.10 ]0.09 [0.19 ]025 |0.11 |0.18 |0.14 |0.11 ]0.04 |0.05




Fig. S-1-7

Peptide: AIGPVLCa no CID applied
25 |y6 |y5 [y4 [y2 [IGP [GPV [b7 [b6 [b5 [b4 [a7 a6
A%
y6 1.43
0.08
y5 171 [1.20
0.11_|0.06
y4 1.85 [1.29 [1.08
0.18 [0.06 |0.07
y2 1.32 [1.09 [1.30 [1.40
0.12 ]0.09 [0.10 |0.06
IGPV [1.05 [1.50 [1.80 [1.95 |1.39
0.04 ]0.07 [0.12 [0.17 |0.15
GPV [1.08 [1.32 [1.58 [1.71 [1.22 [1.14
0.03 ]0.06 [0.11 [0.15 |0.10 [0.05
b7 1.04 [1.38 [1.65 [1.79 [1.28 [1.09 [1.04
0.14 1017 [022 [030 |0.27 |0.11 |0.16
b6 173 (121 [1.01 [1.07 [1.32 [1.82 [1.60 |1.67
0.11 ]0.08 [0.04 [0.08 |0.15 [0.10 [0.12 |0.18
b5 155 [1.09 [1.10 [1.19 [1.18 [1.64 [1.44 [1.50 [1.12
0.14 ]0.06 [0.05 [0.03 |0.03 [0.14 |0.11 |0.27 [0.09
b4 1.02 [1.40 [1.68 [1.81 [1.30 [1.07 [1.06 |[1.02 [1.70 |1.52
0.06 ]0.07 [0.12 [0.08 |0.06 [0.08 |0.05 |0.18 |0.16 |0.07
a7 135 [1.07 [1.27 [1.38 [1.03 [1.42 [1.25 {130 [1.29 [1.16 |1.33
0.11 ]0.07 [0.10 [0.15 |0.16 [0.06 |0.11 |0.07 |0.07 |0.14 |0.16
a6 118 [1.69 [2.02 [2.18 [1.56 [1.12 [1.27 [1.23 [2.05 [1.83 [1.20 [1.59
0.06 |0.04 [0.10 [0.11 |0.11 [0.05 [0.06 |0.17 |0.15 |0.10 |0.05 |0.14
a5 1.52 [2.18 [2.60 [2.82 [2.01 [1.45 [1.64 [1.58 [2.64 [2.36 |[1.55 [2.05 [1.29
0.03 |0.11 [0.15 023 ]0.17 [0.05 ]0.06 021 |0.15 0.19 ]0.09 |0.15 ]0.04




Fig. S-1-8
Peptide: IKGPVLCa no CID applied

z6 z5 y6 y5 y4 Y2 b7 b6 b5 b2¢ | a7 a6 as a4

z5 1.10
0.04

yo6 1.03 |1.07
0.04 10.02

yS 1.04 |1.06 |1.01
0.07 10.04 ]0.03

y4 1.09 (1.20 |1.13 |1.13
0.06 10.04 [0.03 |0.02

Y2 1.10 |1.00 |1.07 |1.06 |1.20
0.04 [0.03 [0.02 [0.05 |0.05

b7 1.05 |[1.05 |1.01 |1.01 |1.14 |1.05
0.05 [0.04 [0.04 [0.06 [0.05 |0.05

b6 1.05 |(1.05 [1.02 |1.01 |1.15 |1.05 |1.00
0.07 {0.05 [0.03 [0.01 [0.02 [0.05 |0.06

bS 1.01 (1.09 |1.02 |1.02 |1.11 |1.09 |1.03 |1.04
0.06 10.03 [0.02 [0.02 |0.01 [0.04 [0.06 |0.02

b2 1.16 (1.05 |1.13 |1.12 |1.27 |1.05 |1.11 |1.11 |1.15
0.07 [0.07 [0.05 [0.06 [0.08 [0.05 [0.10 |0.06 |0.06

a7 1.01 (1.09 |1.02 |1.03 |1.10 |1.09 |1.04 |1.04 |1.00 |1.15
0.05 [0.04 [0.04 [0.06 |0.05 [0.03 [0.06 [0.07 [0.05 [0.07

a6 1.08 |1.02 |1.05 |1.04 |1.18 |1.02 |1.03 |1.03 |1.06 |1.08 | 1.07
0.02 [0.04 [0.03 [0.06 |0.06 [0.02 [0.05 [0.06 [0.05 [0.06 |0.04

as 1.12 (1.02 |1.09 |1.08 |1.22 |1.02 |1.07 |1.07 |1.10 |1.04 |1.11 |1.04
0.03 [0.05 [0.03 [0.06 |0.06 [0.03 [0.07 [0.06 |0.05 |0.04 |0.05 |0.03

a4 1.15 (1.04 |1.11 |1.11 |1.25 |1.04 |1.10 |1.09 |1.13 |1.01 |1.14 |1.06 |1.02
0.05 [0.03 [0.02 [0.05 |0.04 [0.01 [0.05 [0.05 |0.03 |0.05 |0.03 |0.03 |0.03

a2 1.09 |1.02 |1.05 |1.05 |1.19 |1.02 |1.04 |1.04 |1.07 |1.07 [1.08 |[1.01 |[1.03 |1.06
0.07 10.06 |0.07 [0.10 |0.10 [0.05 |0.09 |0.10 |0.09 |0.10 |0.06 |0.05 ]0.05 |]0.05




Fig. S-1-9

Peptide: IEGPVLCa no CID applied
z6 z5 y6 yS y4 y2 b7 b6 bS b2m | a7 a6 as
z5 1.21
0.04
y6 1.18 [1.43
0.04 |0.04
y5 1.21 |1.46 [1.02
0.13 |0.13 |0.08
y4 142 [1.72 [1.20 [1.18
0.07 |0.06 |0.02 |0.07
y2 150 [1.81 [1.27 [1.24 [1.05
0.04 |0.02 [0.02 |0.11 |0.03
b7 1.30 [1.57 [1.10 [1.08 [1.09 |1.15
0.07 |0.10 |0.06 |0.12 |0.06 |0.06
b6 1.29 [1.56 [1.09 [1.07 [1.10 [1.16 [1.01
0.14 {0.14 |0.08 |0.01 |0.07 |0.11 |0.11
b5 121 [1.46 [1.02 [1.00 |1.18 [1.24 [1.08 |1.07
0.11 {0.11 |0.06 |0.01 |0.05 [0.09 |0.10 [0.02
b2 1.10 [1.10 [1.30 [1.33 [1.56 [1.64 [1.43 [1.42 [1.33
0.06 |0.06 |0.09 |0.19 |0.13 [0.10 |0.15 [0.20 |0.17
a7 1.16 [1.40 [1.02 [1.04 [1.23 [1.29 [1.12 [1.12 [1.04 [1.27
0.07 {0.08 |0.05 {0.10 |0.06 |0.06 |0.05 [0.11 |0.09 |0.14
a6 1.20 [1.00 [1.43 [1.46 [1.71 [1.80 [1.57 [1.56 [1.46 [1.10 |1.40
0.03 |0.02 |0.04 |0.12 |0.05 [0.02 |0.08 [0.14 {0.10 |0.07 |0.06
as 1.00 [1.21 [1.18 [1.21 [1.42 [1.49 [1.30 [1.29 [1.21 [1.10 [1.16 [1.21
0.05 |0.07 |0.08 |0.16 |0.11 |[0.08 |0.10 [0.18 |0.14 |0.08 |0.07 |0.06
a2 1.29 [1.07 [1.52 [1.54 [1.82 [1.92 [1.67 [1.65 [1.54 [1.17 [1.49 [1.07 |1.30
0.20 {020 |0.24 [0.26 |0.31 |[0.34 |0.28 [0.28 |0.28 |0.20 |0.31 |0.19 |0.26

10



Fig. S-1-10

Peptide: IAGPVLCa no CID applied
z6 z5 y6 y5 y4 y2 b7z7 | b6 b5 a7 a6
75 1.14
0.03
y6 1.03 |1.11
0.06 |0.06
y5 113 [1.29 [1.16
0.09 |0.12 ]0.04
v4 1.04 [1.10 |[1.01 [1.17
0.10 |0.11 |0.05 [0.04
y2 1.07 [1.08 |[1.04 [1.20 |1.02
0.12 |0.13 |0.07 [0.05 |0.03
b7z7  [1.28 [1.12 [1.24 [1.44 [1.23 [1.20
0.13 |0.09 |0.15 [0.22 [0.17 |0.18
b6 112 [1.28 [1.15 [1.01 [1.16 [1.19 |1.43
0.09 |0.12 |0.05 [0.01 |[0.04 |0.06 |0.23
b5 1.07 [1.23 [1.10 [1.05 [1.11 [1.14 [1.37 [1.04
0.09 |0.12 ]0.05 [0.02 [0.02 |0.04 |0.20 |0.02
a7 1.02 [1.17 [1.05 [1.10 [1.06 [1.09 [1.31 [1.09 [1.05
0.04 |0.03 |0.04 [0.08 [0.08 |0.11 |0.11 [0.08 |0.08
a6 1.09 [1.05 [1.06 [1.23 [1.05 [1.03 [1.17 [1.22 [1.17 [1.12
0.06 |0.07 |0.02 [0.03 [0.04 [0.06 |0.15 [0.03 |0.04 |0.05
a5 1.10 [1.04 [1.07 [1.24 [1.06 [1.04 [1.16 [1.23 [1.18 [1.13 [1.01
0.07 10.07 ]0.02 [0.03 [0.04 [0.06 |0.15 |0.04 |0.04 |0.05 [0.02

11



Fig. S-1-11

Peptide: ISGPVLCa no CID applied
z6 z5 y6 yS y4 y2 b7¢ | b6c | bS b2m | a7 a6
z5 1.12
0.05
y6 120 [1.34
0.03 |0.03
y5 129 [1.44 |1.07
0.09 [0.09 |0.06
y4 142 [158 [1.18 [1.10
0.04 [0.05 |0.03 |0.06
y2 1.89 [2.11 [1.57 [146 [1.33
0.06 [0.05 |0.03 |0.10 [0.02
b7 139 [1.55 |1.16 [1.08 [1.02 |[1.36
0.05 [0.11 ]0.06 |0.06 |0.05 |[0.08
b6 139 [155 [1.16 [1.08 [1.02 [1.36 [1.00
0.09 [0.08 |0.05 |0.05 [0.04 |0.07 |0.09
b5 130 [1.45 [1.08 [1.01 [1.09 [1.45 [1.07 |1.07
0.07 [0.06 |0.04 |0.04 [0.03 |0.06 |0.08 |0.01
b2 122 [1.09 [146 [157 [1.72 [230 [1.69 [1.69 |1.58
0.09 [0.08 008 |0.12 |0.12 [0.15 |0.07 |0.16 |0.14
a7 118 [131 [1.02 [1.09 [120 [1.60 [1.18 [1.18 [1.10 [1.44
0.03 [0.09 |0.05 |0.09 [0.06 [0.08 |0.03 |0.11 [0.09 |0.07
a6 124 [1.11 [1.49 [1.60 [1.75 [233 [1.72 [1.72 [1.61 [1.01 [1.46
0.08 [0.06 |0.06 |0.13 |0.11 [0.13 |0.13 |0.12 [0.10 |0.05 |0.09
as 1.09 [1.02 [1.31 [141 [1.54 [2.06 [1.51 [1.52 [1.42 [1.12 [1.28 [1.14
0.06 [0.04 |0.05 |0.13 [0.07 ]0.05 |0.11 |0.10 [0.09 |0.08 |0.08 |0.07
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Fig. S-1-12

Peptide: IFGPVLCa no CID applied
z6 z5 y6 yS b7z7 | b6 bS b2m | a7 a6 as a3
5 1.19
0.08
y6 122 [1.45
0.04 |0.08
y5 127 [1.50 |1.04
0.08 [0.08 |0.03
b7z7 150 [1.78 [1.23 [1.18
0.08 [0.10 ]0.03 |0.01
b6 142 [1.69 [1.17 [1.12 [1.05
0.11 [0.09 |0.05 |0.02 [0.03
b5 128 [1.51 [1.05 [1.01 [117 [1.11
0.06 [0.06 |0.02 |0.02 [0.02 |0.03
b2 1.06 [126 [1.15 [1.19 [1.41 [134 [1.20
0.08 [0.08 |0.05 |0.04 [0.05 |0.05 |0.05
a7 131 [156 [1.07 [1.03 [1.15 [1.09 [1.03 |1.23
0.03 [0.12 [0.02 |0.05 [0.05 |0.07 |0.04 |0.07
a6 1.05 [1.13 [1.28 [1.33 [157 [1.49 [134 [1.11 [1.37
0.04 [0.07 ]0.02 |0.05 |0.04 [0.08 |0.04 |0.04 |0.04
as 159 [1.88 [1.30 [1.25 [1.06 [1.11 [1.24 [150 [1.21 [1.66
0.11 [0.08 ]0.05 |0.01 [0.02 [0.01 |0.03 |0.06 |0.07 |0.07
a3 142 [1.68 [1.16 [1.12 [1.06 [1.00 [1.11 [1.34 [1.08 [1.49 [1.12
0.06 [0.07 |0.04 |0.04 |0.04 [0.06 |0.03 |0.08 |0.06 [0.06 |0.05
a2 145 [122 [1.76 [1.83 [2.17 [2.06 [1.85 [1.53 [1.89 [1.38 [2.29 |[2.05
0.08 [0.06 |0.05 |0.06 [0.06 |0.11 |0.05 |0.05 [0.09 |0.04 |0.10 |[0.06
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Fig. S-1-13

Peptide: IIFPVLCa no CID applied
z6 yé yS v4 y2 PVL |FPV |b7z7 |bé6 bS b4z4 | b3z3 | a7 a6
L
y6 2.52
0.13
y5 2.09 [5.27
0.13 |0.18
y4 2.25 [5.68 |[1.08
0.14 |0.17 |0.02
y2 133 [335 [1.57 [1.70
0.07 |0.13 |0.07 |0.05
PVL [1.12 [2.82 [1.87 [2.01 [1.19
0.06 |0.10 |0.11 |0.09 |0.03
FPVL [1.00 [2.53 [2.08 [225 [1.32 |1.12
0.04 |0.11 |0.15 |0.13 |0.04 |0.04
b7z7 |2.66 |6.66 [1.26 [1.17 [1.99 [2.35 |2.64
0.65 |1.49 |0.30 026 [0.47 |0.52 |0.66
b6 2.87 [725 [1.37 [1.28 [2.16 [2.57 [2.86 [1.15
0.17 021 |0.01 |0.02 [0.09 |0.14 [0.18 |031
b5 1.82 [4.58 [1.15 [1.24 [1.37 [1.62 |1.81 [1.45 [1.58
0.12 |0.13 |0.03 |0.01 [0.04 |0.07 [0.10 |0.33 |0.03
b4z4 |1.88 [4.74 [1.11 [1.20 [1.41 [1.68 [1.87 [1.40 [1.53 |[1.03
0.13 |0.09 |0.04 |0.03 [0.05 |0.05 [0.11 |030 |0.04 |0.02
p3z3 [1.30 [3.28 [1.61 [1.73 [1.02 [1.16 [1.30 [2.03 [221 [1.40 |1.45
0.06 |0.12 |0.08 |0.06 |0.01 |0.02 [0.04 |048 [0.09 |0.05 |0.06
a7 228 (575 |1.09 [1.01 |1.72 [2.04 [2.27 [1.16 [1.26 [1.26 |1.22 |1.76
0.08 |0.13 |0.04 |[0.03 [0.07 |0.11 [0.07 |028 |0.04 |0.04 |0.05 |0.07
a6 1.89 [476 [1.11 [1.19 [1.42 [1.69 [1.88 [1.40 [1.52 [1.04 [1.00 [1.45 [1.21
0.08 |022 |0.08 |0.07 |0.09 [0.09 |0.11 |033 |0.10 [0.07 [0.07 |0.07 |0.05
as 138 [3.49 [1.51 [1.63 [1.04 [1.24 [1.38 [1.91 [2.08 [1.31 [1.36 [1.07 [1.65 [1.36
0.05 |0.07 |0.07 [0.06 [0.02 |0.03 [0.04 |0.44 [0.08 |0.05 [0.05 |0.02 [0.04 |0.06
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Fig. S-1-14

Peptide: IIAPVLCa no CID applied
z6 z5 z4 y6 yS v4 y2 PVL | b7 b6 b5 b4 b3 APV | a7 a6
L
5 1.06
0.09
74 173 [1.83
0.06 |0.08
y6 [2.49 [2.36 [4.30
0.04 [0.17 |0.14
y5 |23 [2.25 [1.23 [5.29
020 |0.15 |0.10 |0.41
y4 [2.52 [2.66 |1.46 [6.27 [1.18
0.19 [0.17 ]0.09 {0.37 |0.03
y2 145 [1.53 [1.19 [3.60 [1.47 [1.74
0.03 [0.11 [0.03 [0.03 |0.13 |0.11
PVL [1.06 [1.00 [1.83 [2.35 [2.25 [2.66 |1.53
0.04 [0.06 |0.06 [0.05 [0.19 |0.17 |0.03
b7 [2.04 [2.13 [1.17 [5.05 [1.12 [1.33 [1.40 [2.14
0.58 [0.57 [0.33 |1.33 |0.24 |0.27 [0.39 |0.61
b6 [2.78 [2.94 [1.61 [6.90 [1.31 [1.10 [1.92 [2.93 |1.46
028 [0.22 |0.14 {0.57 |0.02 |0.03 |0.17 |0.26 |0.31
b5 [1.76 [1.86 [1.02 [4.38 [1.21 [143 [1.22 |[1.86 |1.14 [1.57
0.11 [0.12 0.05 {0.19 |0.05 |0.03 |0.06 [0.09 |0.28 |0.06
b4 [1.49 [1.58 [1.16 [3.71 [1.42 [1.69 [1.03 |1.58 [1.35 [1.86 |1.18
0.09 [0.14 0.08 |0.18 |0.09 |0.07 |0.06 |0.10 |0.34 |0.09 |0.03
b3 [1.02 [1.08 |1.70 [2.53 [2.09 [2.48 [1.43 [1.08 [2.01 [2.73 |1.73 |1.47
0.03 |0.08 |0.05 [0.11 [0.24 |0.23 |0.05 |0.04 [0.63 |0.32 |0.13 |0.14
APV [1.55 [1.47 [2.69 [1.60 [3.30 [3.91 [2.25 [1.47 [3.15 [4.31 [2.74 [2.31 |1.58
L 0.04 [0.10 [0.09 {0.03 |0.27 |0.24 |0.04 |0.03 |0.88 |0.36 |0.14 |0.14 |0.05
a7  [212 [2.24 [1.22 [527 [1.00 [1.19 [1.46 [2.24 [1.12 [1.31 [1.20 [1.42 [2.08 [3.29
0.12 [0.12 10.06 {0.20 |0.07 |0.06 |0.06 [0.06 |0.28 |0.09 |0.05 |0.08 |0.12 |0.10
a6 |1.71 [1.81 [1.01 [4.25 [1.24 [1.47 [1.18 [1.81 [1.19 [1.62 [1.03 [1.15 [1.68 [2.65 |1.24
0.06 |0.11 |0.03 [0.13 [0.11 |0.11 |0.03 |0.03 [0.36 |0.15 |0.06 |0.09 [0.06 |0.07 |0.03
a5  [1.19 [1.26 [145 [2.96 [1.79 [2.12 [1.22 [1.26 |1.70 [2.33 [1.48 [1.25 [1.17 [1.85 |1.78 |1.44
0.08 [0.04 [0.04 {0.19 |0.12 |0.13 |0.07 |0.08 |0.49 |0.17 |0.08 |0.10 [0.07 [0.11 |0.11 |0.07
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Fig. S-1-15

Peptide: IIKPVLCa no CID applied
z6 |z5 |[z4 |y6 |yS5 |y4 |y2 |PV |[KP |[KP (IK |b7z |b6 |bS |b4 [b3 |b2 |a7 |a6 |a5
L |VL |V 7
75 [1.37
0.07
z4 [1.35]1.85
0.09 | 0.07
y6 |3.46 [4.74 | 256
0.28|0.11]0.12
y5 |[1.41]1.93]1.04 2.46
0.09 | 0.10 | 0.08 | 0.09
y4 [1.20]1.65]1.13|2.88 [1.17
0.08 | 0.06 | 0.08 | 0.07 | 0.02
y2 |1.65]2.26|1.22|2.10 [1.17 | 1.37
0.08 [ 0.03 | 0.03 | 0.07 | 0.07 | 0.07
PV [1.93[2.65[1.43[1.79 | 1.37[1.61|1.17
L |0.09]0.04]0.05]0.06 | 0.06 | 0.06 | 0.02
KP [1.25[1.09 [ 1.70 | 435 [ 1.77 [ 1.51 | 2.07 | 2.43
VL | 0.07 | 0.01 | 0.08 | 0.09 | 0.07 | 0.04 | 0.05 | 0.04
KP [ 1.03 [1.32[1.403.58 [ 1.46 | 1.24 | 1.71 [ 2.00 | 1.21
VvV |0.07]0.04]0.04|0.12]0.08 | 0.05 | 0.05 | 0.05 | 0.03
IK [3.885.31[2.871.12[2.75(3.23 | 2.35 [ 2.00 | 4.87 | 4.01
0.23 10.080.11 [ 0.03 | 0.16 | 0.15 | 0.04 | 0.06 | 0.10 | 0.15
b7z | 1.24 [1.70 [ 1.09 | 2.78 [ 1.13 [ 1.03 | 1.33 [ 1.55 | 1.56 | 1.28 | 3.11
7 10.18]0.15]0.12]0.18 [ 0.10 | 0.08 | 0.13 | 0.14 | 0.13 | 0.13 | 0.28
b6 [1.291.77]1.05]2.69 | 1.09 | 1.07 | 1.28 | 1.50 | 1.62 | 1.34 | 3.01 | 1.04
0.120.13{0.11 {0.15 ] 0.03 | 0.04 | 0.11 [ 0.11 | 0.10 | 0.10 | 0.25 | 0.09
b5 [1.52[2.09[1.13]2.27[1.08[1.27|1.08 [ 1.27[1.91 | 1.58 [ 2.54 [ 1.23 | 1.18
0.12 [0.12]0.09 | 0.12 | 0.05 | 0.05 | 0.07 | 0.06 | 0.10 | 0.08 | 0.18 | 0.07 | 0.06
b4 [1.39|1.91[1.03]2.49[1.01|1.16 |1.19|1.39[1.75 | 1.44 |2.79 [ 1.12 | 1.08 | 1.10
0.10 | 0.04 | 0.03 | 0.07 | 0.05 | 0.05 | 0.03 | 0.04 | 0.03 | 0.02 | 0.06 | 0.10 | 0.09 | 0.07
b3 [2.40[3.29 [1.781.44 [ 1.71 [2.00 | 1.46 | 1.24 [ 3.02 | 2.49 | 1.61 | 1.93 | 1.87 | 1.58 | 1.73
0.15]0.120.10 | 0.03 | 0.04 | 0.04 | 0.06 | 0.04 | 0.07 | 0.08 | 0.07 | 0.15 | 0.09 | 0.06 | 0.05
b2 [1.86|2.54[1.371.86 [ 1.321.55 | 1.12 | 1.04 [ 2.33 [ 1.92 | 2.09 | 1.49 | 1.44 | 1.22 [ 1.34 | 1.29
0.09 | 0.05 | 0.04 [ 0.07 | 0.09 | 0.09 | 0.01 | 0.03 | 0.07 | 0.06 | 0.03 | 0.15 | 0.14 | 0.09 | 0.04 | 0.07
a7 [1.12]1.20]1.52[3.90 [1.59 [ 1.35 [ 1.85 [ 2.17 [ 1.10 [ 1.09 [ 4.35 [ 1.40 | 1.45 [ 1.72 [ 1.56 | 2.71 | 2.08
0.20|0.18 | 0.23 {0.47 |0.21 | 0.18 | 0.27 | 0.30 | 0.15 | 0.13 | 0.62 | 0.13 | 0.21 | 0.18 | 0.20 | 0.31 | 0.32
a6 [1.19]1.15|1.61 [4.13 [ 1.68 [ 1.43]1.97 [2.31 [1.05 | 1.15 [ 4.63 | 1.48 | 1.54 [ 1.82 | 1.66 | 2.87 | 2.22 | 1.05
0.09 | 0.05]0.11{0.21|0.14 | 0.09 | 0.10 | 0.13 | 0.05 | 0.09 | 0.17 | 0.12 | 0.15 | 0.18 | 0.10 | 0.19 | 0.10 | 0.20
a5 [1.17]1.60 | 1.16 [2.97 [ 1.21 [ 1.03 | 1.42 | 1.66 | 1.47 | 1.21 [ 3.32 [ 1.06 | 1.11 | 1.31 | 1.19 | 2.06 | 1.59 | 1.31 | 1.39
0.05 | 0.03 | 0.03 | 0.10 | 0.06 | 0.04 | 0.02 | 0.02 | 0.04 | 0.03 | 0.10 [ 0.11 | 0.09 | 0.07 | 0.04 | 0.07 | 0.04 | 0.18 | 0.08
a2 [1.77]242(1.31[1.95[1.25[1.47[1.07 [1.09 [2.22 | 1.83 [2.19[1.42]1.37 ] 1.16 | 1.27 | 1.36 | 1.05 [ 1.98 | 2.11 | 1.52
0.08 | 0.14 | 0.07 | 0.15 | 0.14 | 0.14 | 0.05 | 0.07 | 0.15 | 0.13 | 0.11 | 0.19 | 0.18 | 0.13 | 0.08 | 0.13 | 0.04 | 0.39 | 0.12 | 0.09
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Fig. S-1-16

Peptide: IIDPVLCa no CID applied
z6 z5 74 yé yS y4 y2 PVL | DPV | DPV | b7z7 | b6 b5 b4 b3 a7 a6
L
z5 |1.85
0.10
z4  [1.46 [1.26
0.04 |0.07
y6 [3.31 [1.79 [2.26
0.05 |0.08 |0.07
y5 [1.05 [1.94 [1.54 [3.48
0.03 [0.13 [0.08 |0.13
y4 [1.14 [2.10 [1.66 [3.76 |1.08
0.03 [0.15 [0.09 |0.14 |0.02
y2 [1.06 [1.95 [1.55 {3.50 [1.00 |1.07
0.03 [0.16 [0.09 |0.16 |0.02 |0.03
PVL [2.20 [1.19 [1.50 [1.50 [2.32 [2.50 [2.33
0.07 {0.09 [0.08 |[0.07 |0.07 |0.08 |0.03
DPV [2.25 [1.21 [1.53 |1.47 [2.37 [2.55 [2.38 [1.02
L 0.10 [0.10 [0.11 |0.07 |0.07 |0.04 |0.10 |0.05
DPV [1.79 [1.03 [1.22 [1.85 [1.89 [2.03 [1.90 [1.23 [1.25
0.07 [0.06 [0.08 {0.08 |0.04 |0.04 |0.07 |0.06 |0.03
b7z7 [1.82 [1.02 [1.25 [ 1.82 [1.92 [2.07 [1.93 [1.21 [1.23 [1.02
0.11 [0.07 [0.09 {0.10 |0.13 |0.10 [0.13 [0.08 |0.06 |0.06
b6 [1.13 [2.09 [1.65 [3.74 [1.07 [1.01 [1.07 |2.49 [2.54 [2.02 |2.06
0.03 [0.15 [0.09 |0.14 |0.02 |0.01 |0.02 |0.06 |0.06 |0.05 |0.11
b5 [1.01 |1.83 [1.45 [3.28 [1.06 |1.15 [1.07 [2.18 [2.23 |1.78 | 1.81 |1.14
0.03 {0.13 [0.08 |[0.13 |0.02 |0.01 [0.02 |0.05 |0.05 |0.05 |0.09 |0.00
b4 [1.07 [1.98 [1.56 [3.54 [1.02 [1.06 [1.01 [2.35 [2.40 [1.92 [1.95 [ 1.06 |1.08
0.05 [0.09 [0.10 |0.13 |0.06 |0.06 |0.07 |0.16 [0.16 | 0.11 |0.17 |0.07 |0.06
b3 [2.10 [1.14 [1.44 | 1.57 [2.22 [2.39 [2.23 [1.05 |1.07 | 1.17 [1.15 [2.38 [2.09 |2.25
0.04 {0.07 |0.06 [0.04 |0.03 |0.05 [0.05 [0.03 |0.03 |0.04 |0.08 |0.04 |0.04 |0.11
a7  [1.70 [3.13 [2.49 |5.62 [1.61 [1.49 [1.60 [3.73 [3.80 |3.03 [3.10 [1.50 |[1.71 [1.58 |[3.57
0.28 {0.60 [0.35 [0.98 |0.29 {0.28 [0.26 |0.58 |0.80 |0.63 |0.63 |0.27 |0.31 [0.32 |0.62
a6 |1.15 [2.12 [1.68 |3.80 [1.09 [1.01 |[1.08 |[2.52 [2.58 |2.05 |2.09 [1.02 [1.16 [1.07 |2.41 |1.48
0.04 [0.17 [0.10 |0.20 |0.03 |0.04 |0.02 [0.03 |0.14 |0.11 |0.17 |0.03 |0.04 |0.08 |0.07 |0.22
a5 [1.09 [2.01 [1.59 [3.60 [1.03 [1.05 [1.03 [2.39 [2.44 [1.95 [1.98 [1.04 [1.10 |[1.02 [2.29 [1.56 |1.06
0.03 {0.12 [0.07 [0.12 |0.04 |0.05 [0.04 |0.07 |0.15 |0.11 |0.13 |0.04 |0.04 |0.05 |0.08 |0.23 |0.03
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Fig. S-1-17

Peptide: IISPVLCa no CID applied
26 [z5 [z4 |y6 |y5 [y4 [y2 [SPV [SPV |b7z7 [b6 [b5 [b4 [b3 [a7 a6
L
5 1.32
0.06
74 1.01 [1.33
0.06 |0.03
y6 [2.70 [2.05 [2.73
0.09 [0.10 |0.20
y5 [1.57 [2.07 [1.55 [4.25
0.08 [0.09 |0.06 |0.16
y4  [1.77 [2.34 [1.75 [4.79 [1.13
0.06 [0.06 |0.07 |0.16 [0.02
y2 146 [1.92 [1.44 [3.94 [1.08 [1.22
0.04 [0.03 |0.05 [0.16 |0.05 |0.03
SPV [1.71 [1.30 [1.73 [1.58 [2.69 [3.03 |2.49
L 0.10 [0.07 [0.09 [0.11 |0.13 |0.13 |0.12
SPV [1.03 [1.29 [1.04 [2.63 [1.61 [1.82 [1.49 [1.67
0.05 [0.03 |0.05 |0.10 [0.06 |0.03 |0.05 |0.10
b7z7 [2.02 [2.66 [1.99 [545 [1.28 [1.14 [1.38 [3.45 |2.07
0.06 [0.18 |0.16 |0.30 [0.08 |0.06 |0.07 [0.25 |0.15
b6 [2.03 [2.67 [2.00 [547 [1.29 [1.14 [1.39 [3.46 [2.08 [1.00
0.10 [0.12 |0.10 022 [0.01 |0.03 |0.06 |[0.15 |0.09 |0.07
b5 [1.34 [1.76 [1.32 [3.61 [1.18 [1.33 [1.09 [2.28 [1.37 [1.51 [1.52
0.05 [0.06 |0.04 |0.17 [0.03 |0.03 |0.03 [0.05 |0.05 |0.09 |0.04
b4 [1.31 [1.72 [1.29 [3.53 [1.20 [1.36 [1.11 [2.24 [1.34 [1.55 [1.55 [1.02
0.09 [0.16 |[0.15 [0.21 |0.10 |0.11 |0.09 |0.28 |0.09 |0.08 |0.14 [0.10
b3 [1.25 [1.06 [1.26 [2.16 [1.96 [2.21 [1.82 [1.37 [1.22 [2.52 [2.53 [1.67 [1.63
0.07 [0.03 [0.02 |0.13 [0.06 |0.06 |0.07 [0.07 |0.05 [0.19 [0.09 |0.05 |0.19
a7  [1.69 [2.23 [1.67 [4.56 [1.07 [1.05 |1.16 [2.89 [1.73 [1.20 [1.20 [1.27 [1.29 [2.11
0.10 [0.08 [0.09 |0.16 [0.05 |0.04 |0.05 [0.23 |0.04 |0.10 |0.06 |0.07 |0.09 |0.11
a6 [1.31 [1.73 [1.30 [3.55 [1.20 [1.35 [1.11 [2.25 [1.35 [1.54 [1.54 [1.02 [1.00 [1.64 [1.29
0.04 |[0.05 [0.06 [0.08 |0.04 {0.02 [0.02 [0.12 |0.03 |0.09 |0.06 |[0.03 |0.07 |0.07 |0.03
a5  [1.15 [1.52 [1.14 [3.11 [1.36 [1.54 |1.26 [1.98 [1.18 [1.75 [1.76 [1.16 [1.13 [1.44 |1.46 |1.14
0.04 [0.05 |0.06 |0.10 [0.08 |0.06 |0.03 [0.13 |0.04 |0.11 |0.11 |0.05 |0.08 [0.09 |0.03 |0.02
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Fig. S-1-18

Peptide: IlIPVLCa no CID applied
z6 z5 z4 y6 yS y4 y2 b7z7 | b6 bS b4 b3 b2 a7 a6 a5
5 [1.21
0.08
z4  [2.38 [1.97
0.13 |0.17
y6 [2.39 [2.89 [5.69
0.10 [0.16 |0.25
y5 [2.48 [2.05 [1.04 |5.92
0.13 [0.18 |0.06 |0.27
v4 [2.86 [2.36 [1.20 |6.84 [1.15
0.15 [0.17 {0.07 |0.23 |0.02
y2 [1.32 [1.09 [1.80 [3.16 |1.88 [2.16
0.06 [0.05 |0.08 |0.04 |0.09 |0.07
b7z7 [3.95 [3.25 [1.66 [9.42 |1.60 |1.38 |2.98
1.08 [0.76 |0.39 |2.15 [0.36 |0.31 |0.66
b6 [3.91 {3.23 [1.64 [9.35 [1.58 [1.37 [2.96 |1.01
0.24 (031 |0.11 |0.51 [0.02 [0.03 |0.17 |0.22
b5 [1.91 [1.57 [1.25 [4.56 [1.30 [1.50 [1.44 [2.07 [2.05
0.11 [0.14 10.09 |0.23 |0.02 [0.03 |0.08 |0.47 |0.05
b4 [2.27 [1.87 [1.05 [542 [1.09 [1.26 [1.72 [1.74 [1.73 [1.19
0.21 [0.11 0.08 [0.32 |0.05 [0.05 |0.08 |0.32 |0.08 [0.07
b3 [1.90 {157 [1.25 [4.55 [1.30 [1.50 [1.44 [2.08 [2.06 |1.00 [1.19
0.12 [0.19 0.08 {031 |0.04 [0.07 [0.10 |0.47 |0.06 |0.04 |0.09
b2 [2.30 [2.77 [5.48 [1.04 [5.69 [6.57 [3.03 [9.03 [8.99 [4.38 [5.20 [4.38
0.19 [0.17 |0.46 |0.05 |0.28 [0.24 |0.14 |1.78 |0.53 [0.23 |0.15 |0.36
a7 [4.12 [3.41 [1.74 |9.86 [1.67 |1.44 [3.12 [1.08 |1.05 [2.16 |1.82 [2.17 |9.47
0.57 [0.32 [0.21 [1.03 |0.22 [0.18 [0.30 |0.23 |0.14 [0.31 |0.17 |0.32 |1.04
a6 |[3.18 [2.63 [1.33 |7.59 [1.28 [1.11 [2.41 [1.25 [1.23 [1.66 |1.40 |1.67 |7.31 |1.30
0.27 [0.27 10.04 {0.54 |0.10 [0.08 [0.17 |0.26 |0.09 [0.15 |0.12 |0.11 |0.80 [0.13
a5 [2.23 [1.84 [1.07 [533 [1.11 [1.28 [1.69 [1.77 [1.75 [1.17 [1.02 [1.17 |5.12 [1.85 [1.42
0.07 [0.16 0.05 {020 |0.07 [0.07 [0.08 |0.45 |0.13 [0.07 |0.10 |0.07 |0.41 [0.27 |0.11
a2 [1.38 [1.70 [3.26 [1.92 [3.42 [3.97 [1.84 [5.65 |5.40 [2.64 [3.18 [2.61 |1.87 [5.78 [4.35 |3.07
0.59 [0.73 |1.35 |0.72 |1.69 |[1.92 |0.84 |3.38 |2.71 [1.35 |1.65 |1.30 |0.78 |[2.73 |1.81 |1.36
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Fig. S-1-19
Peptide: IIGPVLCa CID applied

6 |z5 |y6 |y5 |y4 |y2 |GPV|[GPV |GP [b7 |b6 |b5 |a7 |a6

L
75 1.35
0.09
¥6 115 | 155
0.03 [0.11
¥5 119 [1.61 |1.04
0.06 |0.14 |0.05
4 156 |2.11 |1.36 |1.31
0.07 [0.16 |0.05 |0.02
y2 1.03 [1.40 |111 |115 | 151

0.05 [0.09 10.04 |0.05 |0.05

GPVL |1.35 |1.00 |1.55 [1.61 |2.11 |1.39
0.04 [0.05 [0.04 |0.08 |0.08 |0.02

GPV |1.15 |117 |1.32 (137 (180 |1.19 |1.17
0.07 [0.10 [0.06 |0.06 |0.07 |0.04 |0.05

GP 113 |1.19 130 |1.35 |1.77 |1.17 |119 |1.02
0.10 {0.12 [0.09 ]0.10 |0.12 |0.04 [0.06 |0.03

b7 146 196 |1.27 |1.23 |1.07 |1.41 |1.97 |1.68 |1.65
0.08 [0.13 [0.09 |0.08 |0.07 [0.10 [0.14 |0.11 |0.13

b6 1.28 |1.73 |1.12 |1.08 |1.22 |1.24 |1.73 |1.48 |1.45 |1.14
0.07 {0.17 [0.06 |0.01 |0.02 |0.06 [0.10 [0.06 [0.10 |0.07

b5 116 [1.56 |1.01 |1.03 |1.35 |1.12 |1.56 |1.34 |131 [1.26 |1.11
0.05 {0.13 [0.04 ]0.01 |0.01 |0.04 [0.07 |0.05 [0.09 [0.08 |0.01

a7 1.22 |1.65 |1.07 |1.03 |1.28 |1.18 |1.65 |1.41 |[138 |1.19 |1.05 |1.06
0.04 1009 10.03 |0.07 10.07 [0.05 [0.04 [0.09 |[0.11 ]0.09 ]0.08 |0.06

a6 1.20 [1.13 |1.37 |143 |1.87 |1.24 |1.13 |1.04 [1.06 [1.75 |1.54 |1.39 |1.47
0.02 {0.08 [0.04 |0.07 |0.08 |0.06 [0.04 |0.06 [0.08 [0.10 [0.08 |0.06 |0.06

as 111 122 |1.27 |1.32 |1.73 |115 |1.22 (1.04 [1.02 [1.62 |1.42 |1.28 |1.36 |1.08

0.03 [0.09 [0.04 |10.06 |0.07 |0.03 [0.03 |0.04 [0.06 [0.11 ]0.08 |0.05 [0.05 |0.03




Fig. S-1-20

Peptide: GIGPVLCa CID applied
y5 |yd [y2 IGP [GPV [b7 [b6 [b5 a7 a6
VL
y4 1.08
0.04
y2 1.13 [1.21
0.05 |0.04
IGPVL | 1.01 [1.07 [1.13
0.06 |0.05 |0.05
GPV  [1.04 [1.04 [1.17 [1.03
0.05 |0.05 |0.02 |0.05
b7 127 [1.37 [1.13 [1.28 [1.32
0.11 |0.08 |0.07 |0.06 |0.10
b6 113 (122 [1.00 [1.14 [1.17 [1.13
0.02 |0.04 |0.03 |0.05 |0.04 |0.09
b5 1.00 [1.08 [1.12 [1.01 [1.04 [1.27 [1.13
0.01 [0.03 |0.04 |0.05 [0.04 |0.10 |0.01
a7 1.04 [1.12 [1.08 [1.05 [1.08 [1.23 [1.09 |1.04
0.05 [0.02 |0.03 |0.04 [0.05 |0.05 |0.04 |0.04
a6 133 [1.44 [1.18 [1.34 [1.38 [1.04 [1.18 [1.33 [1.28
0.16 |0.11 |0.11 |0.09 |0.14 |0.04 |0.13 |0.15 |0.09
as 1.72 [1.86 [153 [1.73 [1.79 [1.35 [1.53 [1.72 [1.66 [1.29
0.05 |0.03 |0.04 |0.09 |0.07 |0.08 |0.04 |0.04 |0.03 |0.11
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Fig. S-1-21
Peptide: KIGPVLCa CID applied

5 |Y7 |Y6 |y5 |y4 |y2 |IGP [IGP |GPV [b7 |b6 |b5 |a7 |a6 |a5

VL |V

Y7 2.95

0.99
Y6 1.72 | 5.04

0.06 |1.61
yS 1.03 [2.84 |1.78

0.04 [0.84 ]0.04
y4 1.11 |3.25 |1.55 |1.15

0.04 [1.03 ]0.02 |0.02
y2 1.19 [2.49 |2.04 |1.15 |1.32

0.01 [0.86 |0.09 |0.06 |0.06

IGPVL |1.03 |3.03 [1.66 |[1.07 |1.07 |1.23
0.11 {0.74 ]0.13 ]0.08 [0.09 [0.15

IGPV |1.23 (238 (211 |[1.19 |1.36 |1.03 |1.27
0.06 {099 10.14 ]0.10 [0.10 [0.05 [0.18

GPV 1.26 233 |2.17 |1.22 |1.40 |1.06 |1.30 |1.03
0.02 {0.79 10.05 |0.05 [0.04 [0.02 |0.13 |0.05

b7 1.14 |2.57 |1.96 |1.10 |1.26 |1.05 |1.17 [1.08 |1.11
0.07 [0.76 10.08 |10.03 [0.04 [0.08 |0.11 |0.12 ]0.07
b6 1.16 |2.52 |2.00 |1.12 |1.29 |1.02 |[1.20 [1.06 |1.09 |1.02
0.06 {0.74 10.05 |10.01 [0.02 |0.06 |0.09 [0.10 [0.05 |0.03
bS 1.11 |2.66 [1.90 |1.07 |1.23 |1.08 |1.14 |1.11 |1.14 |1.03 |1.05
0.03 [0.83 ]10.04 10.01 [0.02 [0.04 [0.10 |0.08 [0.03 |0.04 |0.02
a7 1.06 [2.79 |1.82 |1.02 |1.17 |1.12 |1.09 [1.16 |1.19 |1.08 |1.10 |1.05
0.03 [0.82 ]10.09 10.05 [0.06 [0.04 [0.11 [0.09 [0.04 ]0.08 |0.06 |0.04
a6 1.39 213 239 |1.34 |1.54 |1.17 (143 (113 [1.10 |1.22 |[1.19 |1.26 |1.31
0.04 [0.74 10.16 |0.09 [0.09 [0.03 |0.21 |0.07 [0.05 |0.10 |0.09 |0.07 |0.06
as 1.47 |2.01 |2.52 |1.42 |1.63 |1.24 (152 [1.19 |1.16 |1.29 |1.26 |1.33 |1.39 |1.06
0.02 [0.65 ]0.08 |0.04 [0.04 [0.03 [0.15 |0.08 [0.02 |0.06 |0.04 |0.02 [0.04 |0.04
a4 1.11 |2.65 |1.91 |1.08 |1.24 |1.07 |1.15 (1.10 |1.13 |1.02 |1.04 |1.01 |1.05 |1.25 |1.32

0.01 [0.89 10.06 10.04 [0.04 [0.02 |0.13 |0.06 |0.02 |]0.06 |0.05 [0.02 [0.03 |0.04 |0.02




Fig. S-1-22

Peptide: EIGPVLCa CID applied
z5 |y6 |Y6 |y5 |y4 |y2 |IGP [GPV[b7- [b7 [b6- [b6 [b5- [b5 [a7 [a6 [a5
\4 18 18 18
y6 1.10
0.11
Y6 1.15 [ 1.26
0.14 |0.06
y5 1.65 [ 1.50 |[1.90
0.11 |0.06 |0.13
y4 141 [1.28 [1.62 [1.18
0.10 |0.04 |0.09 |0.02
y2 131 [1.19 [1.50 [1.26 |1.07
0.11 |0.04 |0.07 |0.04 |0.02
IGPV [1.04 [1.15 [1.10 [1.73 |[1.47 |1.37
0.10 |0.05 |0.06 |0.08 |0.06 |0.08
GPV [1.03 [1.14 [1.11 [1.72 [1.46 [1.36 |1.01
0.11 0.05 |0.06 |0.13 |0.08 |0.06 |0.09
b7-18 [1.04 [1.06 [1.20 [1.59 [1.35 [1.25 [1.09 |1.08
0.10 |0.07 [0.10 [0.09 [0.06 [0.05 [0.09 |0.04
b7 3.02 [3.34 [2.64 [5.02 [4.27 [3.97 [2.90 [2.93 [3.17
0.40 |0.37 |0.31 [0.55 |0.44 [0.35 [0.43 [0.17 |0.18
b6-18 | 1.14 [1.04 [1.31 [1.46 [1.25 [1.16 |[1.19 [ 1.18 [1.09 |3.45
0.14 |0.11 [0.19 [0.10 [0.10 [0.11 |0.12 |0.16 |0.13 |0.58
b6 152 [1.38 [1.75 [1.09 [1.08 [1.16 [1.59 [1.58 [1.45 [4.60 |1.34
0.12 |0.07 |0.11 [0.02 [0.03 [0.04 [0.04 |0.12 |0.10 [0.60 |0.11
p5-18 [ 1.13 [1.25 [1.01 [1.88 [1.60 [1.49 [1.09 [1.10 | 1.18 [2.67 [1.29 [1.73
0.08 |0.05 |0.06 |0.04 |0.01 |0.02 |0.05 |0.06 |0.05 |0.27 |0.11 |0.04
b5 1.19 [1.08 [1.37 [1.39 [1.18 [1.10 [1.25 [1.24 [1.14 [3.62 [1.06 |1.27 |1.36
0.09 |0.04 [0.07 [0.03 [0.01 [0.02 [0.05 |0.07 |0.05 [0.38 |0.09 |0.03 |0.01
a7 1.11 [1.23 [1.03 [1.84 [1.57 [1.46 [1.06 [1.07 |1.16 [2.73 [1.27 [1.69 [1.02 [1.33
0.10 |0.05 |0.05 [0.08 |0.04 [0.02 [0.07 [0.03 [0.05 [0.20 [0.13 |0.08 |0.03 |0.04
a6 145 [1.61 [1.27 [2.41 [2.05 [1.91 [1.39 [1.40 [1.52 [2.08 [1.65 [2.21 [1.28 [1.74 [1.31
0.10 |0.11 |0.09 |0.08 |0.08 |0.09 |0.06 [0.12 |0.12 [0.27 |0.12 |0.07 |0.04 |0.06 |0.08
as 199 [2.20 [1.74 |3.31 [2.81 [2.62 [1.91 [1.93 [2.08 [1.52 [2.27 [3.04 [1.76 [2.39 [1.80 |1.37
0.13 |0.12 |0.13 |0.08 |0.07 [0.08 [0.12 [0.10 [0.09 [0.13 [0.18 |0.13 |0.04 |0.07 |0.05 |0.06
a2 1.19 [1.32 [1.04 [1.98 [1.68 |1.57 [1.14 [1.15 [1.25 [2.54 [1.36 [1.82 [1.05 [1.43 [1.08 [1.22 |1.67
0.10 |0.06 |0.09 |0.12 |0.08 |0.08 |0.07 |0.03 |0.05 [0.20 |0.15 |0.11 |0.05 |0.07 |0.05 |0.08 |0.09
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Fig. S-1-23
Peptide: FIGPVLCa CID applied

z5 |y6 |y5 |y4 |IGP [IGP [GPV [GP |b7 |b6 |b5 |b3 |a7 |a6 |a5Y4]a3

VL |V
¥6 1.24
0.04
¥5 128 | 1.03
0.02 |0.02
v4 1.49 [1.20 [1.16

0.04 [0.04 |0.01

IGPVL |1.05 |1.30 |1.34 |1.56
0.02 [0.02 [0.01 |0.03

IGPV |1.05 |1.31 135 [1.57 |1.00
0.02 [0.05 [0.02 |0.02 |0.02

GPV 1.10 |1.13 |1.16 |1.36 |1.15 |1.16
0.04 [0.04 [0.04 ]0.06 |0.03 |0.04

GP 1.08 [1.15 |1.19 |1.38 |1.13 |1.14 |1.02
0.04 [0.04 [0.04 ]0.06 |0.03 |0.04 |0.01

b7 144 |1.16 |1.13 |1.03 |1.51 |1.52 |1.31 |1.34
0.05 [0.03 [0.04 |0.05 |0.04 [0.07 |0.05 |0.06
b6 1.27 |1.02 |1.01 |1.17 |1.33 |1.34 |1.16 |1.18 |1.14
0.03 [0.03 [0.01 |0.01 |0.02 [0.02 |0.05 [0.05 |0.05
bS 1.24 |1.00 |1.03 |1.20 |1.30 |1.31 |1.13 [1.15 [1.16 |1.02
0.03 [0.02 {0.01 |0.02 |0.01 |0.02 [0.03 [0.03 [0.04 |0.01
b3 112 |1.10 |1.14 |1.33 |1.18 |1.18 |1.02 [1.04 [1.28 |1.13 |1.11
0.02 {0.04 [0.02 ]0.03 |0.03 [0.03 [0.02 [0.02 |0.06 [0.03 ]0.03
a7 1.17 |1.06 |1.09 |1.27 |1.23 |1.23 |1.06 [1.09 [1.23 |1.09 |1.06 |1.04
0.04 [0.04 [0.03 ]0.05 |0.04 [0.06 |0.07 [0.07 [0.04 [0.04 |0.04 |0.05
a6 1.21 [149 |1.54 |1.79 |1.15 |1.14 |1.32 (130 (1.74 [1.53 |1.50 |1.35 |1.41

0.03 [0.02 [0.02 |]0.04 |0.01 [0.03 |0.05 [0.05 [0.05 |0.03 |0.03 |0.03 |0.04

aSY4 120 [1.49 |1.54 |1.79 |1.15 |1.14 |1.32 (130 {1.74 |1.53 |1.49 |1.35 |1.41 |1.00
0.01 [0.04 [0.02 |0.04 [0.02 [0.03 |0.05 [0.04 [0.05 |0.03 |0.03 [0.02 [0.04 |0.01

a3 1.22 |1.01 |1.05 |1.22 |1.28 |1.29 |1.11 [1.14 [1.18 |1.04 |1.01 |1.09 |1.05 |1.47 |1.47
0.03 {0.03 [0.03 10.04 |0.03 [0.04 |0.02 [0.02 [0.04 [0.04 ]0.02 |0.02 |0.05 |0.04 |0.03
a2 1.09 |1.14 |1.17 |1.37 |114 |1.15 |1.01 |1.01 |1.32 |1.17 |1.14 |1.03 |1.07 |1.31 |1.31 |1.12

0.03 [{0.04 [0.05 ]0.07 |0.04 [0.05 |0.02 [0.02 |0.05 [0.06 |0.04 |0.03 |0.06 |0.06 [0.05 |0.02




Fig. S-1-24

Peptide: SIGPVLCa CID applied
25 [y5 |y4 [y2 [IGP [GPV|[GP [b7- [b7 [b6- [b6 [b5- [b5 [a7 [a6 a5
\4 18 18 18
y5 1.18
0.04
v4 1.01 [1.17
0.04 |0.04
y2 1.05 [1.24 |1.06
0.05 [0.05 [0.02
IGPV [1.20 [1.42 [1.21 [1.14
0.03 [0.05 [0.04 |0.05
GPV [1.08 [1.27 [1.09 [1.02 [1.11
0.05 [0.04 [0.02 |0.02 |0.05
GP (113 [1.33 [1.14 [1.08 |[1.06 |1.05
0.05 [0.05 [0.02 |0.02 |0.06 |0.02
p7-18 [1.03 [1.14 [1.02 [1.09 [1.24 [1.11 [1.17
0.07 |0.09 [0.07 |0.09 |0.10 |0.08 |0.09
b7 135 [1.60 [1.37 [1.29 [1.13 [1.26 [1.20 [1.40
021 (030 [0.22 |023 |0.19 |023 |021 |0.15
b6-18 [1.19 [1.41 [1.20 [1.14 [1.01 |[1.11 [1.06 [1.23 [1.13
0.09 [0.16 [0.11 |0.12 |0.09 |0.12 |0.11 |0.10 |0.09
b6 1.12 [1.33 [1.14 [1.07 [1.06 [1.05 [1.00 [1.16 |[1.20 |1.06
0.04 [0.01 [0.04 |0.04 |0.04 |0.03 |0.03 |0.10 [0.23 |0.12
p5-18 [1.12 [1.32 [1.13 [1.06 [1.07 [1.04 [1.01 [1.16 [1.21 [1.07 |1.01
0.05 [0.06 [0.03 |0.03 |0.03 |0.04 |0.04 |0.11 [0.21 [0.11 |0.04
b5 112 133 {113 [1.07 [1.07 [1.04 [1.00 |[1.16 [1.20 [1.06 |1.00 |1.01
0.04 |0.01 [0.03 |0.03 [0.04 |0.03 [0.03 |0.10 [0.24 |0.13 |0.01 |0.04
a7 1.14 [1.35 [1.16 [1.09 [1.04 [1.06 [1.01 [1.18 [1.18 [1.04 [1.02 [1.02 |1.02
0.04 [0.07 [0.04 |0.05 |0.05 |0.05 |0.04 |0.07 |0.15 [0.06 [0.06 |0.06 |0.06
a6 1.94 (229 [1.96 [1.85 [1.62 [1.80 [1.72 [2.01 [1.44 [1.63 [1.72 [1.73 |1.73 [1.69
0.06 [0.09 [0.05 |0.05 |0.03 |0.06 |0.07 |0.15 [0.22 [0.14 |[0.07 |0.03 |0.06 |0.07
as 246 (291 [2.49 [2.34 [2.05 [2.29 [2.18 [2.54 [1.83 [2.07 [2.19 [2.20 [2.19 [2.15 [1.27
0.06 |0.16 [0.10 |0.13 [0.08 |0.13 [0.10 |0.14 [0.22 |0.11 [0.13 |0.11 |0.13 |0.06 |0.05
a2 123 [1.46 [1.24 [1.17 [1.03 [1.15 [1.09 [1.28 [1.10 [1.04 [1.09 [1.10 [1.10 [1.08 |1.57 |2.00
0.07 [0.08 [0.04 |0.03 |0.07 |0.06 |0.03 |0.13 [0.20 [0.10 |0.06 |0.04 |0.05 |0.05 |0.07 |0.11

25



Fig. S-1-25

Peptide: AIGPVLCa CID applied
25 [y6 [y5 |y4 |y2 |IGP [GP |GP |[GP [b7 [b6 |b5 [b4 [b3 [a7 [a6 [a5
vV |V |v28
y6 |1.37
0.09
y5 [1.78 [1.31
0.07 |0.09
y4 [1.82 [1.33 [1.02
0.14 [ 0.12 | 0.06
y2  [1.24 [1.10 [1.44 [1.46
0.10 [0.11 |0.12 | 0.05
IGP [1.08 [1.48 [1.93 [1.96 |1.34
\Y 0.06 [0.09 |0.14 |0.11 |0.06
GPV [ 1.12 [1.54 [2.00 [2.03 [1.39 |1.04
0.15 [0.25 | 0.24 |0.14 |0.10 |0.13
GPV [1.13 [1.55 [2.02 [2.05 | 1.40 [1.04 [1.01
28 |0.19 |0.26 |0.29 |0.17 |0.12 |0.14 | 0.04
GP [1.08 [1.48 [1.93 [1.95 [1.33 [1.01 [1.04 | 1.05
0.14 [0.20 |0.21 |0.11 |0.07 |0.10 |0.03 | 0.04
b7 [1.07 [1.28 [1.67 [1.72 [1.18 [1.16 [1.21 [1.22 [1.16
0.15 [0.10 | 0.17 |0.25 |0.20 |0.17 [0.28 | 0.28 | 0.25
b6 [1.73 [1.27 [1.03 [1.05 |[1.40 [1.87 [1.95 [1.96 |1.87 |1.62
0.07 [0.07 |0.02 |0.06 |0.13 |0.14 [0.25 |0.28 |0.22 | 0.15
b5 [1.49 [1.09 [1.20 [1.22 |1.20 [1.61 [1.67 | 1.68 |1.61 |1.41 [1.16
0.08 [0.09 |0.06 |0.03 |0.05 |0.06 [0.14 |0.18 |0.11 |0.21 |0.07
b4 [1.05 [1.44 [1.88 [1.90 [1.30 [1.03 [1.07 [1.07 [1.03 [1.13 [1.82 | 1.56
0.10 |0.21 |0.21 |0.12 |0.06 |0.10 |0.04 | 0.07 |0.03 |0.26 |0.23 |0.10
b3 [1.08 [1.48 [1.93 [1.96 |1.34 [1.01 [1.04 [1.04 [1.00 |1.17 |1.87 [1.61 |1.03
0.13 [0.19 |0.22 |0.12 |0.05 | 0.08 [0.04 |0.05 |0.02 |0.25 |0.24 |0.12 | 0.03
a7 |[1.37 [1.00 [1.31 [1.34 [1.11 [1.49 [1.56 [1.57 [1.50 | 1.28 [1.27 [1.10 [ 1.46 | 1.50
0.16 [0.08 |0.14 |0.18 |0.19 |0.21 [0.34 |0.35 |0.29 |0.10 |0.12 | 0.14 | 0.31 | 0.31
a6 |1.16 [ 1.58 [2.07 [2.11 [1.45 [1.07 [1.05 | 1.04 [1.09 [1.24 [2.01 [1.73 | 1.12 [ 1.09 | 1.59
0.05 |0.03 |0.11 [0.17 |0.13 [0.07 |0.14 |0.16 |0.13 |0.12 |0.10 |0.10 | 0.13 |0.13 |0.13
a5  [1.50 [2.05 [2.68 [2.73 [1.87 [1.39 [1.35 [1.35 [1.40 | 1.60 [2.60 |2.24 |1.44 | 1.40 [2.06 |1.29
0.05 [0.09 |0.14 |0.17 |0.13 [0.06 [0.16 | 0.19 |0.15 |0.20 |0.14 [0.09 | 0.13 | 0.14 |0.22 |0.03
a2 1.1 [1.52 [1.98 [2.00 |1.37 [1.02 [1.02 |1.02 [1.02 [1.20 [1.92 [1.65 | 1.05 | 1.02 [1.54 [1.07 | 1.38
0.20 |0.26 |0.33 [0.21 |0.13 |0.14 |0.05 | 0.04 |0.05 |0.29 |0.33 |0.21 |0.08 | 0.06 |0.38 |0.18 |0.21
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Fig. S-1-26

Peptide: IKGPVLCa CID applied
26 |z5 |y6 |y5 |y4 |Y2 [yl [PV [PV [KG [GP [GP [GP [GP-|GP [b7 |[b6 |b5 [b2 [a7 [a6 |a5
L PV |VL-|V- |V |28
18 |28
5 1.11
0.05
y6 | 1.03]1.08
0.06 | 0.02
y5  [1.051.06 | 1.02
0.06 | 0.05 | 0.04
y4 [110]1.22]113|1.15
0.06 | 0.04 | 0.02 | 0.02
Y2 [1.08]1.02]1.06]1.04]1.19
0.08 | 0.03 | 0.01 | 0.03 | 0.02
vyl 1.06 | 1.05 [ 1.03 | 1.01 | 1.17 | 1.02
0.07|0.02 | 0.01 | 0.04 | 0.03 | 0.01
PVL [1.01]1.12]1.03]1.05]1.09 | 1.09 | 1.07
0.04 | 0.03 | 0.02 | 0.02 | 0.01 | 0.03 | 0.03
PV |1.09|1.02]1.06 | 1.04 [ 1.20 | 1.00 | 1.03 | 1.10
0.07|0.04 | 0.04 | 0.02|0.02 | 0.03 | 0.04 | 0.03
KGP |1.04 [ 1.15]1.07 | 1.08 | 1.06 | 1.13 [ 1.10 [ 1.03 | 1.13
\4 0.05 | 0.01 | 0.02 | 0.04 | 0.02 | 0.03 | 0.02 | 0.02 | 0.03
GPV |1.17]1.05 | 1.14 [ 1.12 [ 1.29 | 1.08 | 1.10 | 1.18 | 1.08 | 1.21
L-18 |0.07|0.02 | 0.03 | 0.04 | 0.03 | 0.03 | 0.03 | 0.03 | 0.03 | 0.02
GPV [1.08]1.03 [ 1.05|1.03 ] 1.19 | 1.00 | 1.02 | 1.09 | 1.01 | 1.12 | 1.08
28 | 0.05|0.04 | 0.04|0.02|0.02 | 0.04 | 0.04|0.02|0.02 | 0.03 | 0.02
GPV |1.12]1.01 [ 1.09 [ 1.07 [ 1.23 [ 1.03 | 1.06 | 1.13 [ 1.03 | 1.16 | 1.05 | 1.04
0.07 | 0.03 | 0.02 | 0.01 | 0.01 | 0.02 | 0.03 | 0.02 | 0.01 | 0.03 | 0.02 | 0.03
GP- [1.08]1.03[1.05|1.03|1.19 | 1.01 | 1.02 [ 1.08 | 1.01 [ 1.12 | 1.09 | 1.00 | 1.04
28 |0.08]0.04]0.04|0.03]0.03|0.04|0.04|0.04|0.01|0.04 | 0.02]0.03|0.02
GP [1.09]1.02]1.06|1.04 | 1.20 | 1.00 | 1.02 [ 1.10 [ 1.00 | 1.13 | 1.08 | 1.01 | 1.03 | 1.01
0.07 | 0.05 | 0.04 | 0.01 | 0.02 | 0.03 | 0.04 | 0.03 | 0.01 | 0.04 | 0.03 | 0.03 | 0.01 | 0.02
b7 [1.02]1.09 [ 1.00 | 1.02 | 1.13 | 1.06 | 1.04 | 1.03 [ 1.06 | 1.06 | 1.14 | 1.05 [ 1.09 | 1.05 | 1.06
0.10 | 0.05 | 0.05 | 0.07 | 0.07 | 0.05 | 0.04 | 0.06 | 0.06 | 0.05 | 0.04 | 0.06 | 0.07 | 0.04 | 0.07
b6 | 1.04|1.071.02|1.00 [ 1.15 | 1.04 | 1.02 [ 1.05 | 1.04 | 1.08 | 1.12| 1.04 | 1.07 | 1.03 | 1.04 | 1.02
0.08 | 0.06 | 0.06 | 0.03 | 0.04 | 0.05 | 0.06 | 0.05 | 0.02 | 0.05 | 0.05 | 0.04 | 0.04 | 0.03 | 0.02 | 0.07
b5 [1.01]1.10 [ 1.01 | 1.03 | 1.11 | 1.07 [ 1.05 [ 1.02 | 1.07 [ 1.05 | 1.16 | 1.07 | 1.11 | 1.06 | 1.07 | 1.01 | 1.03
0.06 | 0.04 | 0.02 ] 0.02 | 0.01 | 0.02 | 0.02|0.01 | 0.02 | 0.02 | 0.03]0.03 | 0.01 | 0.03 | 0.02]0.06 | 0.04
b2  |1.07]1.041.04|1.02 [ 1.17 [ 1.02]1.00 [ 1.07 | 1.02 [ 1.10 | 1.10 | 1.01 | 1.05 | 1.01 | 1.02 | 1.04 | 1.02 | 1.05
0.08 | 0.03 | 0.04 | 0.05 | 0.04 | 0.04 | 0.04 | 0.04 | 0.03 | 0.02 | 0.01 | 0.03 | 0.04 | 0.02 | 0.04 | 0.03 | 0.05 | 0.04
a7 | 1.01]1.09 | 1.01 | 1.03] 1.12 | 1.07 [ 1.05 [ 1.02 | 1.07 [ 1.05 | 1.15] 1.06 | 1.10 | 1.06 | 1.07 | 1.01 | 1.03 | 1.00 | 1.05
0.05]0.03 | 0.04 | 0.07|0.06 | 0.05 | 0.04 | 0.05|0.07 | 0.04 | 0.05 | 0.06 | 0.06 | 0.07 | 0.07 | 0.07 | 0.09 | 0.06 | 0.05
a6 | 1.07]1.04 [ 1.04 | 1.02 | 1.17 [ 1.02 | 1.01 [ 1.07 [ 1.02 [ 1.11 | 1.10 | 1.01 | 1.05 | 1.01 | 1.02 | 1.04 [ 1.02 | 1.05 [ 1.00 | 1.05
0.06 | 0.03 | 0.03 | 0.07 | 0.06 | 0.04 | 0.03 | 0.05 | 0.07 | 0.04 | 0.05 | 0.07 | 0.06 | 0.07 | 0.07 | 0.04 | 0.09 | 0.05 | 0.06 | 0.04
a5 | 1.05]1.06|1.02|1.00 | 1.15 | 1.03 | 1.01 | 1.06 | 1.04 | 1.09 | 1.12 | 1.03 | 1.07 | 1.03 | 1.04 | 1.03 | 1.01 | 1.04 | 1.01 | 1.03 | 1.02
0.07|0.03 | 0.01 | 0.05]0.03 | 0.02 | 0.01 |0.03|0.04 | 0.02 | 0.03]0.04 | 0.03 | 0.04 | 0.04 | 0.04 | 0.06 | 0.03 | 0.04 | 0.05 | 0.02
a4 | 1.13]1.02 [ 1.10 | 1.09 | 1.25 [ 1.05 [ 1.07 [ 1.14 | 1.04 | 1.18 | 1.03 | 1.05 [ 1.01 | 1.05 [ 1.04 | 1.11 [ 1.09 | 1.12 [ 1.07 [ 1.12 | 1.06 | 1.08
0.07 | 0.02 | 0.01 | 0.03 | 0.02 | 0.01 | 0.01 | 0.02 | 0.03 | 0.02 | 0.02 | 0.03 | 0.02 | 0.03 | 0.03 | 0.05 | 0.05 | 0.02 | 0.03 | 0.05 | 0.04 | 0.01
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Fig. S-1-27

Peptide: IEGPVLCa CID applied
26 [z5 [y6 |y5 |[y4 |y2 [GPV|[GPV|EGP|b7 [b6 [b5 [a7 [a6
L \4
5 1.16
0.05
y6 1.24 |1.45
0.04 |0.03
y5 1.30 [1.51 |1.04
0.10 [0.11 |0.07
y4 145 [1.69 [1.17 [1.12
0.08 [0.03 |0.04 |0.08
y2 1.40 [1.63 [1.13 |[1.08 [1.03
0.05 [0.04 {0.03 |0.09 |0.05
GPVL [1.39 [1.20 {1.73 [1.81 [2.02 |1.95
0.04 [0.06 {0.05 |0.16 |0.12 |0.10
GPV [1.13 [1.03 [1.41 [1.47 [1.64 [1.59 [1.23
0.03 |0.03 0.05 |0.11 |0.07 |0.05 |0.06
EGPV [1.28 [1.10 [1.60 [1.66 [1.86 [1.80 [1.09 |1.13
0.07 [0.04 |0.08 |0.13 [0.06 |0.07 |0.08 |0.07
b7 1.40 [1.63 [1.13 [1.09 [1.03 [1.00 [1.96 [1.59 |1.80
0.11 [0.06 |0.06 |0.11 [0.03 |0.06 |0.16 |[0.11 |0.08
b6 141 [1.64 [1.13 [1.09 [1.03 [1.00 [1.96 [1.59 [1.80 |1.00
0.10 [0.12 {0.08 |0.02 [0.07 |0.07 |0.19 [0.10 |0.13 |0.10
b5 1.26 [1.47 [1.01 [1.03 [1.15 [1.11 [1.76 [1.43 [1.62 |1.11 |1.12
0.07 [0.08 |0.05 |0.02 [0.06 |0.06 |0.12 |0.07 |0.11 |0.09 |0.04
a7 123 [1.43 [1.01 [1.05 [1.18 [1.14 [1.72 [1.40 [1.58 [1.14 [1.14 [1.02
0.07 |0.04 |0.04 |0.08 |0.03 |0.05 |0.11 |[0.08 |0.02 |0.05 |0.08 |0.07
a6 1.16 [1.00 [1.44 [1.50 [1.68 [1.63 [1.20 [1.03 [1.11 [1.63 [1.63 |1.46 [1.43
0.05 [0.01 {0.05 |0.10 [0.03 |0.05 |0.07 [0.04 |0.02 |0.06 |0.10 |0.07 |0.03
as 1.06 [1.23 [1.17 [1.22 [1.37 [1.32 [1.48 [1.20 [1.36 |[1.32 [1.33 [1.19 [1.16 |1.23
0.04 [0.02 {0.01 |0.10 [0.04 |0.05 |0.05 [0.04 |0.06 |0.06 [0.11 |0.07 |0.04 |0.04
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Fig. S-1-28

Peptide: IAGPVLCa CID applied
z6 z5 yé yS y4 y2 GPV | GPV | b7z7 | b6 bS AGP | a7 a6
L \%
5 1.15
0.04
y6 1.03 |1.12
0.03 |0.02
y5 1.14 [1.32 [1.18
0.03 [0.04 |0.03
y4 1.06 [1.09 [1.03 |[1.21
0.02 {0.05 |0.04 |0.04
y2 1.14 [1.01 [1.11 [1.31 [1.08
0.02 {0.04 |0.04 [0.02 |0.03
GPVL [1.16 [1.01 [1.12 [1.32 [1.09 |1.01
0.08 [0.04 {0.07 |0.09 [0.09 |0.07
GPV [1.36 [1.18 {131 [1.55 [1.28 |[1.18 |1.17
0.04 [0.04 {0.05 |0.05 [0.02 |0.04 |0.08
b7z7 121 [1.05 [1.18 [1.39 [1.14 [1.06 |1.05 |1.12
0.12 [0.12 {0.11 |0.12 [0.09 |0.09 |0.15 [0.09
b6 1.16 [1.33 [1.19 [1.01 [1.23 [1.32 |[1.34 [1.57 [1.40
0.03 |0.04 [0.03 |0.01 |0.05 |0.03 |0.08 [0.07 |0.14
b5 1.07 [1.24 [1.11 [1.06 [1.14 [1.23 [1.24 [1.45 |[1.30 |1.08
0.03 {0.03 [0.03 [0.02 |0.04 |0.02 |0.07 [0.04 |0.12 |0.02
AGPV [1.26 [1.09 [1.22 [1.43 [1.18 [1.10 [1.08 [1.08 |1.03 [1.45 [1.35
0.03 |0.04 [0.05 [0.05 |0.04 |0.03 [0.05 [0.03 |0.11 |{0.05 |0.02
a7 1.03 [1.12 [1.00 {1.18 [1.03 |1.11 |{1.12 [1.31 [1.18 |[1.19 |1.11 |1.22
0.03 [0.03 {0.02 |0.03 [0.04 |0.04 |0.07 [0.06 |0.12 |0.04 [0.05 |0.06
a6 1.11 [1.03 [1.08 [1.27 [1.05 [1.03 |[1.04 [1.22 [1.09 [1.29 [1.20 |1.13 |1.08
0.02 {0.02 |0.02 [0.03 [0.03 |0.03 |0.06 [0.03 |0.10 |0.03 |0.03 |0.03 |0.02
as 1.22 [1.06 [1.19 [1.40 [1.15 [1.07 [1.06 [1.11 [1.01 [1.41 [1.31 [1.03 [1.19 [1.10
0.03 |0.04 [0.04 [0.02 |0.03 |0.01 |0.07 [0.03 |0.09 |0.02 |0.01 |0.02 |0.05 |0.02
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Fig. S-1-29

Peptide: ISGPVLCa CID applied
z6 z5 y6 y5 y4 y2 SGP |GP |b7- |b7 b6- | b6 b5 a7 a6
A4 18 18
75 1.23
0.07
y6 118 [1.45
0.01 |0.07
y5 1.22 [1.49 [1.03
0.04 |0.12 ]0.03
v4 1.38 [1.69 [1.17 [1.14
0.04 |0.12 [0.03 |0.06
y2 1.71 [2.09 [1.45 [1.40 [1.24
0.03 [0.12 ]0.02 |0.05 |0.03
SGPV [1.29 [1.05 [1.52 [1.57 [1.79 |2.21
0.04 [0.09 |0.07 |0.08 [0.09 |0.10
GP 1.08 [1.13 [1.27 [1.31 [1.49 [1.84 [1.20
0.04 |0.11 ]0.06 |0.06 |0.04 |0.08 |0.05
b7-18 [1.35 [1.65 |1.14 [1.11 [1.03 |[1.27 [1.74 |1.46
0.07 |0.16 |0.07 |0.06 [0.07 |0.07 [0.06 |0.10
b7 1.30 [1.59 [1.10 [1.07 [1.06 |1.31 [1.68 |1.40 |1.04
0.03 [0.12 |0.04 |0.06 [0.04 |0.04 |0.03 [0.07 |0.03
b6-18 [2.21 [2.70 [1.87 [1.82 |[1.60 |[1.29 [2.85 [2.39 |1.64 |1.70
0.26 [ 043 024 024 [0.21 [0.17 025 [0.28 |0.19 |0.17
b6 1.28 [1.57 [1.09 [1.05 [1.08 [1.33 [1.66 [1.39 |1.05 |1.01 |1.72
0.03 [0.12 [0.03 |0.04 [0.04 |0.04 |0.04 [0.05 |0.05 |0.03 |0.17
b5 1.22 {149 [1.03 [1.00 [1.13 [1.40 [1.58 |{1.32 [1.11 |1.07 [1.81 [1.05
0.01 [0.10 |0.02 |0.03 [0.04 |0.03 |0.05 [0.05 |0.05 |0.03 |0.20 |0.02
a7 115 [1.41 [1.02 [1.06 [1.20 [1.48 [1.49 [1.24 [1.17 [1.13 [1.92 [1.11 [1.06
0.02 [0.10 [0.03 ]0.05 [0.05 |0.04 [0.05 |0.07 |0.07 [0.04 |0.20 [0.02 |0.02
a6 125 [1.02 [1.48 [1.52 [1.73 |2.14 [1.03 [1.16 [1.69 [1.63 [2.78 |1.61 [1.53 [1.44
0.06 |0.08 |0.06 |0.10 [0.07 |0.08 [0.08 |0.07 |0.12 [0.10 |0.48 |[0.11 [0.09 |0.09
a5 1.04 [1.18 [1.22 [1.26 [1.43 [1.77 [1.25 [1.04 [1.40 [1.35 [2.30 [1.33 [1.26 [1.19 [1.21
0.03 [0.09 |0.04 |0.07 [0.02 |0.05 [0.07 |0.03 |0.08 |0.05 |0.32 [0.05 |0.05 |0.06 |0.04
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Fig. S-1-30

Peptide: IFGPVLCa CID applied
26 |z5 |y6 [y5 [GPV|GPV [b7z7 [b6 [b5 [b3 [a7 [a6 [a5 [a3
L
5 1.06
0.03
y6 125 [1.32
0.04 |0.06
y5 1.29 [1.36 [1.03
0.05 |0.07 |0.02
GPVL [1.24 [1.17 [1.55 [1.60
0.03 |0.03 |0.04 |0.04
GPV [1.00 [1.06 [1.25 [1.29 [1.24
0.05 |0.08 |0.03 |0.03 |0.05
b7z7 | 157 [1.67 [1.26 [1.22 [1.95 [1.57
0.17 |0.18 |0.09 |0.09 |0.18 |0.12
b6 141 (150 [1.13 [1.10 [1.75 [1.41 [1.11
0.07 [0.08 |0.04 |0.01 |0.06 |0.05 |0.08
b5 127 [1.34 [1.02 [1.02 [1.57 [1.27 [1.24 [1.11
0.06 |0.07 |0.03 |0.03 |0.05 |0.06 |0.09 |0.02
b3 133 [1.41 [1.06 [1.03 [1.65 [1.33 [1.19 [1.06 [1.05
0.08 |0.09 |0.04 |0.02 |0.07 |0.02 |0.10 |0.02 |0.04
a7 132 [1.40 [1.06 [1.03 [1.64 [1.32 [1.19 [1.07 [1.04 [1.00
0.07 |0.09 |0.03 |0.03 |0.08 |0.04 |0.06 |0.04 |0.05 |0.04
a6 1.02 [1.04 [1.27 [1.31 [1.220]1.02 [1.60 |1.44 [1.29 [1.35 |1.34
0.03 |0.05 |0.02 |0.02 |.02 |0.02 |0.13 |0.04 |0.03 |0.04 |0.04
as 157 [1.66 [1.26 [1.22 [1.95 [1.56 [1.00 |[1.11 [1.24 [1.18 [1.19 [1.59
0.05 [0.07 {0.03 |0.02 |0.04 |0.05 [0.08 {0.02 |0.02 [0.03 |0.05 |0.02
a3 130 [1.38 [1.04 [1.01 [1.62 [1.30 [1.21 [1.09 [1.03 [1.02 [1.02 [1.32 [1.20
0.04 |0.06 |0.02 |0.01 |0.03 |0.03 |0.09 |0.02 |0.03 |0.03 |0.03 |0.02 |0.02
a2 127 [1.20 [1.59 [1.64 [1.03 [1.27 [2.00 [1.80 [1.61 [1.69 [1.68 [1.25 [1.99 |1.66
0.07 |0.07 |0.05 |0.05 |0.04 |0.04 |0.18 |0.07 |0.08 |0.07 |0.07 |0.04 |0.08 |0.04
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Fig. S-1-31

Peptide: IIFPVLCa CID applied
z6 y6 yS y4 y2 PVL PV | FPV | b7z7 | b6 b5 b4z4 | b3z3 | b2 a7 a6 as
L
y6 | 2.69
0.12
y5 1.93 [5.18
0.09 |0.08
y4 [2.04 [5.48 [1.06
0.12 |0.15 |0.03
y2 1.12 [3.00 [1.73 [ 1.83
0.06 |0.05 |0.03 |0.03
PVL [1.05 [2.81 [1.84 [1.95 |1.07
0.06 |0.06 |0.03 |0.05 |0.02
PV 115 [2.33 [222 |2.35 |[1.29 [1.20
0.06 |0.08 |[0.06 |0.08 |0.03 |0.04
FPV [1.03 [2.61 [1.99 [2.10 |[1.15 [1.08 |1.12
L 0.07 |0.08 |0.06 |0.05 |0.02 |0.01 |0.05
b7z7 [2.29 [6.10 [1.18 |1.11 [2.03 [2.17 |2.60 [2.33
0.68 |1.51 [0.30 [0.28 | 0.49 |0.52 |0.67 |0.53
b6 [2.65 [7.11 |1.37 [1.30 |2.37 [2.53 [3.05 [2.72 [1.22
0.12 [0.19 [0.03 |0.05 |0.08 |0.09 {0.09 |0.13 |0.30
b5 [1.69 [453 [1.14 [1.21 |[1.51 |[1.61 [1.94 [1.74 [1.35 |[1.57
0.06 |0.06 [0.02 |0.03 {0.04 [0.03 |0.08 {0.05 |0.35 |0.05
bd4z4 |1.87 [5.02 [1.03 [1.09 |[1.67 [1.79 [2.15 [1.93 [1.21 [1.42 [1.11
0.07 |0.10 [0.01 |0.03 |0.04 [0.03 |0.06 |0.06 [0.31 |0.03 |0.02
b3z3 [1.36 |3.65 [1.42 [1.50 |1.22 [1.30 |[1.56 |1.40 |1.67 [1.95 |1.24 |1.38
0.09 |0.09 [0.05 |0.04 |0.02 [0.04 |0.05 {0.04 [0.39 |0.09 |0.04 |0.05
p2  [1.01 [2.66 [1.94 [2.06 [1.13 [1.06 |1.14 [1.02 [2.28 [2.67 [1.70 |1.89 [1.37
0.08 |0.16 [0.12 |0.13 |0.06 |0.07 |0.04 |0.07 |0.57 |0.16 |0.11 |0.12 |0.06
a7 |215 578 [1.12 [1.05 [1.93 [2.05 [2.48 [2.22 [1.07 [1.23 [1.27 [1.15 |1.58 [2.17
0.08 |0.27 [0.06 |0.06 |0.11 [0.10 |0.18 |0.11 [0.29 |0.08 |0.05 |0.05 |0.10 |0.23
a6 1.77 |4.76 [1.09 [1.15 [1.59 [1.70 [2.04 [1.83 [1.29 [1.49 [1.05 [1.06 |1.31 [1.79 [1.21
0.11 {0.26 [0.08 |0.07 |0.10 [0.12 |0.17 |0.12 [0.34 |0.12 |0.06 |0.08 |0.07 |0.15 |0.07
as 129 [3.46 [1.49 |1.58 |1.15 [1.23 [1.48 [1.33 [1.77 [2.05 |[1.31 [1.45 |1.05 [1.30 |1.67 [1.38
0.06 [0.19 [0.09 |0.06 |0.06 |0.07 |0.11 |0.07 |0.49 |0.13 [0.05 [0.07 |0.05 |0.13 |0.07 |0.07
a2 1.01 [2.70 [1.92 [2.03 [1.11 [1.04 [1.16 [1.04 [2.25 [2.63 [1.68 |1.86 [1.35 [1.02 [2.14 [1.76 [1.28
0.04 |0.09 [0.04 |0.06 |0.03 [0.02 |0.03 {0.03 |0.58 |0.08 |0.05 |0.03 |0.06 |0.06 |0.12 |0.16 |0.08
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Fig. S-1-32

Peptide: IIAPVLCa CID applied
z6 |z5 |z4 |y6 |y5 |(y4 |y2 |yl [PV |b7 |b6 |[b5S |b4 |b3 (b2 |AP |AP |a7 |a6 |aS
L VL |V
5 [1.11
0.06
z4 [1.64|1.81
0.02 | 0.10
y6 |2.60]2.35|4.26
0.15]0.23|0.26
y5 [2.07]2.30]1.27]5.39
0.15]0.19]0.08 | 0.43
v4 |2.45]2.72(1.50 | 6.36 | 1.18
0.16 [ 0.22]0.09 | 0.42 | 0.02
y2 [1.27]1.401.29(3.29 | 1.64 | 1.94
0.05]0.110.04 | 0.15]0.06 | 0.06
yl [1.02]1.13|1.61]2.65]2.04 | 2.41 | 1.24
0.05 | 0.07|0.07 | 0.20 | 0.06 | 0.08 | 0.05
PV [1.02 | 1.13 | 1.61 | 2.64 | 2.04 | 2.41 | 1.25 | 1.00
L [0.05]/0.09/0.09]0.09]|0.11|0.10]0.03 | 0.06
b7 [1.96(2.19(1.19[5.06 |1.12 | 1.32 | 1.54 | 1.91 | 1.92
0.700.78 | 0.42 | 1.670.29 | 0.35 ] 0.52 | 0.57 | 0.65
b6 |2.67]2.96|1.63 |6.93]1.29 | 1.09 | 2.11 | 2.62 | 2.62 | 1.44
0.20]0.230.11 {0.510.03 | 0.02]0.09 | 0.11{0.12 | 0.37
b5 [1.70[1.89 [1.04 [4.43[1.22 | 1.441.35|1.67 | 1.68 | 1.14 | 1.57
0.10 | 0.130.06 | 0.31 | 0.03 | 0.03 | 0.04 | 0.06 | 0.07 | 0.35 | 0.02
b4 [1.72]1.90 [1.05 | 4.46 | 1.21 | 1.43 | 1.36 | 1.69 | 1.69 | 1.13 | 1.55 | 1.01
0.08 | 0.130.04 [ 0.25]0.04 | 0.03 | 0.03 | 0.07 | 0.04 | 0.37 | 0.05 | 0.02
b3 |[1.25]1.38|1.31 |3.241.66 | 1.96 | 1.01 | 1.23 | 1.23 | 1.56 | 2.14 | 1.37 | 1.38
0.04[0.11]0.05[0.11{0.08 |0.07|0.02|0.06 | 0.03 | 0.51 | 0.09 | 0.05 | 0.03
b2 [1.10]1.22[1.49[2.85[1.89(2.23(1.15[1.08 | 1.08 | 1.77 [ 2.43 | 1.55 [ 1.56 | 1.14
0.07 [ 0.09|0.08 [ 0.21 | 0.02 | 0.04 | 0.03 | 0.03 | 0.05 | 0.55 | 0.05 | 0.02 | 0.03 | 0.05
AP [1.35(1.22(2.22(1.92 |2.80(3.31 | 1.71 | 1.38 | 1.38 | 2.63 | 3.61 | 2.31 | 2.32 | 1.69 | 1.48
VL [0.04]0.10 | 0.07 | 0.06 | 0.14 | 0.12 | 0.03 | 0.06 | 0.04 | 0.87 | 0.16 | 0.09 | 0.07 | 0.01 | 0.07
AP [1.32]1.46 [1.24[3.43 |1.57(1.86 | 1.04 | 1.29 [ 1.30 | 1.47 | 2.03 | 1.29 | 1.30 | 1.06 | 1.20 | 1.78
V [0.07]0.11]0.05]0.26|0.04|0.05|0.03 |0.030.06 | 0.48 | 0.09 | 0.04 | 0.03 | 0.04 | 0.03 | 0.08
a7 [2.13]2.36]1.30(5.53(1.03|1.15]1.69[2.10[2.10 [ 1.16 [ 1.25 [ 1.25 | 1.24 | 1.71 [ 1.94 | 2.89 | 1.62
0.11]0.200.08 [ 0.21]0.10|0.10{0.13 | 0.19]0.12 | 0.34 | 0.11 | 0.10 | 0.09 | 0.10 | 0.17 | 0.18 | 0.16
a6 |1.63(1.80(1.01|4.23(1.27(1.51{1.291.60 | 1.60 | 1.21 | 1.64 | 1.05 | 1.06 | 1.31 | 1.48 | 2.20 | 1.24 | 1.31
0.05 | 0.08 | 0.04 | 0.23]0.07 | 0.08 | 0.05 | 0.08 | 0.06 | 0.42 | 0.10 | 0.05 | 0.04 | 0.05 | 0.07 | 0.10 | 0.07 | 0.06
a5 [1.19[1.32]1.38[3.08(1.742.06 | 1.06 | 1.17 [ 1.17 ] 1.64 | 2.24 [ 1.43 [ 1.44 [ 1.05 | 1.08 | 1.61 | 1.11 [ 1.80 | 1.37
0.05]0.100.06 [ 0.23]0.11 | 0.13{0.05 | 0.06 | 0.08 | 0.52 | 0.14 | 0.08 | 0.08 | 0.05 | 0.06 | 0.07 | 0.07 | 0.12 | 0.08
a2 [1.10[1.22]1.49[2.85(1.89(2.23(1.15(1.08 [ 1.08]1.77 [ 2.43]1.55 | 1.57 [ 1.14 [ 1.00 [ 1.49 | 1.20 | 1.94 | 1.48 | 1.08
0.10]0.14|0.15[0.12]0.12 | 0.13 | 0.08 | 0.10 | 0.05 | 0.56 | 0.13 | 0.09 | 0.09 | 0.07 [ 0.06 | 0.10 | 0.09 | 0.15 | 0.11 | 0.12
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Fig. S-1-33

Peptide: IIKPVLCa CID applied
zS |(z4 |y6 |y5 |y4 |y2 |yl |PV |KP |[KP |IK |[b7z (b6 |bS |b4 |b3 |b2 |a6 |a5
L |VL |V 7
z4 [1.83
0.02
y6 |4.64|2.53
0.20 | 0.09
y5 [1.93]1.052.40
0.05 | 0.02 | 0.09
v4 [1.68]1.09[2.76 | 1.15
0.04 [ 0.02 | 0.10 | 0.02
y2 [2.20[1.20 2.1 |1.14 | 1.31
0.01 | 0.02 | 0.09 | 0.03 | 0.04
yl [2.32]1.262.00|1.20 | 1.38 | 1.05
0.02 [ 0.03 | 0.11 {0.03 | 0.04 | 0.01
PV [2.50]1.37|1.85[1.30 [ 1.49 | 1.14 | 1.08
L [0.11]0.05]0.05|0.07|0.08 |0.05 |0.06
KP [ 1.15]1.59 [4.02 | 1.67 [ 1.46 | 1.90 | 2.01 | 2.17
VL | 0.03 |0.03 | 0.14 | 0.06 | 0.06 | 0.04 | 0.07 | 0.06
KP [1.46]1.25(3.17[1.32 [ 1.15[1.50 | 1.58 | 1.71 | 1.27
VvV |0.03]0.03]0.14|0.03|0.03|0.02 | 0.04 | 0.09 | 0.04
IK [3.73]2.03|1.24[1.93[2.22]1.70 | 1.61 | 1.49 [ 3.23 [ 2.55
0.12 [ 0.05 | 0.04 | 0.03 | 0.04 | 0.06 | 0.07 | 0.07 | 0.12 | 0.08
b7z | 1.84 | 1.01 | 2.52 [ 1.05 [ 1.10 | 1.20 | 1.26 | 1.36 | 1.60 | 1.26 | 2.03
7 10.17]0.09]0.19]0.09|0.11]0.10 | 0.12 | 0.08 | 0.13 | 0.09 | 0.19
b6 |[1.75]1.05(2.65|1.10 | 1.04 | 1.26 | 1.32 | 1.43 | 1.51 | 1.19 | 2.13 | 1.05
0.08 | 0.05 | 0.22 | 0.06 | 0.06 | 0.06 | 0.06 | 0.11 | 0.10 | 0.05 | 0.14 | 0.09
b5 [2.10]1.15[2.20 [1.09 [ 1.25[1.04 [ 1.10 | 1.19 | 1.82 | 1.44 [ 1.77 | 1.15 | 1.20
0.11 [0.06 | 0.15|0.04 | 0.04 | 0.06 | 0.06 | 0.10 | 0.13 | 0.05 | 0.07 [ 0.11 | 0.06
b4 [1.74]1.05|2.66 | 1.11 [ 1.04 | 1.26 | 1.33 | 1.44 | 1.51 | 1.19 | 2.14 | 1.06 | 1.00 | 1.21
0.05 | 0.02 | 0.08 | 0.03 | 0.04 | 0.03 | 0.05 | 0.03 | 0.03 | 0.04 | 0.08 | 0.07 | 0.06 | 0.08
b3 [3.24]1.77|1.43[1.68[1.93[1.47]1.40|1.29 [ 2.81 | 2.21|1.15]1.76 | 1.85 | 1.54 | 1.86
0.09 | 0.03 | 0.05 | 0.06 | 0.08 | 0.04 | 0.05 | 0.03 | 0.02 | 0.08 | 0.05|0.14 | 0.12 | 0.11 | 0.03
b2 [2.40]1.31|1.93|1.24 [ 1.43(1.09(1.04 | 1.04 [ 2.08 | 1.64 | 1.55 | 1.31 | 1.37 | 1.14 | 1.38 | 1.35
0.04 [ 0.03 | 0.07 | 0.02 | 0.04 | 0.02 | 0.02 | 0.04 | 0.06 | 0.04 | 0.03 [ 0.12 | 0.08 | 0.06 | 0.05 | 0.04
a6 |1.12]1.64 [4.16[1.73[1.50 [ 1.97 [ 2.08 | 2.24 [ 1.03 [ 1.31 | 3.34 [ 1.65 | 1.56 | 1.88 | 1.56 | 2.90 | 2.15
0.04 | 0.06 | 0.30 | 0.10 | 0.09 | 0.08 | 0.07 | 0.14 | 0.04 | 0.07 | 0.20 | 0.20 | 0.10 | 0.17 | 0.09 | 0.12 | 0.10
a5 [1.58]1.16]2.93[1.22[1.06 | 1.39 | 1.46 | 1.58 [ 1.37 | 1.08 [ 2.36 | 1.16 [ 1.10 | 1.33 [ 1.10 | 2.05 | 1.52 | 1.42
0.09 | 0.06 | 0.05 | 0.06 | 0.05 | 0.08 | 0.10 | 0.06 | 0.07 | 0.06 | 0.09 | 0.08 | 0.09 | 0.07 | 0.05 | 0.10 | 0.08 | 0.12
a2 [2.08(1.14]2.23/1.08|1.24[1.06 |1.11]1.20 [ 1.80 | 1.42[1.79 | 1.13 [ 1.19 | 1.01 [ 1.19 | 1.56 | 1.15 | 1.87 | 1.32
0.03 [0.02 | 0.09 | 0.03 | 0.04 | 0.02 | 0.03 | 0.05 | 0.04 | 0.04 | 0.05 | 0.10 | 0.07 | 0.06 | 0.04 | 0.05 | 0.02 | 0.07 | 0.07
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Fig. S-1-34

Peptide: IIDPVLCa CID applied
z6 |(z5 |z4 |y6 |y5 |y4 |y2 |PV |DP (DP |b7z (b6 |[b5 |b4 (b3 |a7 |a6 [aS
L |VL |V |7
5 | 1.71
0.16
4 [154 [1.11
0.06 |0.07
y6 [3.09 [1.80 |2.00
0.33 |0.04 | 0.17
y5 [1.09 [1.86 [ 1.68 |3.36
0.02 |0.14 | 0.05 | 0.31
y4 [1.02 [1.70 [1.52 [3.07 [ 1.12
0.09 |0.31 {0.19 | 0.60 |0.12
y2 [ 117 [1.46 [1.32 |2.64 |1.28 |1.16
0.03 |0.10 | 0.02 | 0.22 |0.03 | 0.13
PVL |2.28 [1.34 [ 1.48 | 1.35 [2.49 [2.25 [ 1.95
0.07 [0.12 {0.07 | 0.15 | 0.13 | 0.20 | 0.06
DPV |2.17 [1.28 [ 1.41 | 1.42 |2.37 [2.14 [ 1.86 | 1.05
L 0.07 |0.10 | 0.05 | 0.15 |0.13 |0.21 | 0.05 | 0.02
DPV |1.81 [1.07 [1.18 | 1.71 [ 1.98 [1.78 [ 1.55 | 1.26 | 1.20
0.09 |0.12 |0.07 [ 0.24 |0.14 | 0.11 | 0.08 | 0.05 | 0.05
b7z7 | 1.47 [ 1.29 [1.14 | 2.34 [1.61 [1.42 [1.26 |1.67 |1.59 | 1.32
0.39 |0.51 | 0.41 |[0.98 |0.46 |0.28 | 0.35 | 0.50 | 0.50 | 0.39
b6 |1.05[1.67 [1.49 [3.02 |[1.15 [1.03 [ 1.13 [2.20 |2.09 | 1.74 | 1.37
0.13 |0.38 |0.25 | 0.74 | 0.16 | 0.04 | 0.18 [ 0.30 | 0.30 | 0.18 | 0.23
b5 |1.11 [1.55 [1.40 |[2.81 | 1.21 [1.09 |1.06 |2.07 |1.96 |1.64 | 1.32 | 1.06
0.06 [0.21 |0.11 |0.42 |0.09 |0.05 |0.07 |0.10 | 0.10 | 0.03 | 0.31 |0.09
b4 [1.16 [1.99 [1.79 |3.60 [1.07 [1.18 [ 1.36 [2.65 [2.52 [2.10 | 1.69 | 1.22 |1.28
0.07 |0.23 | 0.11 | 0.49 |0.09 |0.07 | 0.07 [0.10 | 0.08 | 0.03 | 0.41 |0.12 | 0.02
b3 |1.91 [1.13 [1.24 [ 1.63 |2.09 [1.88 | 1.64 [ 1.19 |1.14 |1.06 | 1.39 | 1.83 | 1.73 |2.22
0.12 |0.14 {0.09 [0.25 |0.17 |0.08 | 0.11 |0.06 |0.06 | 0.03 | 0.37 | 0.16 | 0.02 | 0.04
a7 [ 1.27 [2.17 [1.95 [3.93 [1.16 [ 1.29 | 1.48 [2.89 [2.75 [2.29 | 1.84 [1.33 [1.40 [ 1.09 |2.42
0.08 [0.31 |0.18 | 0.62 |0.10 | 0.07 | 0.12 | 0.14 [0.18 | 0.09 | 0.39 | 0.12 | 0.03 | 0.03 | 0.04
a6 [1.10 [1.87 [1.69 |3.38 [ 1.00 | 1.13 |1.28 [2.50 [2.38 [ 1.99 [1.63 [1.16 | 1.22 | 1.06 |2.11 |1.16
0.06 | 0.08 | 0.04 [0.21 |0.04 |0.15 |0.03 [0.15 |0.11 | 0.15 | 0.49 | 0.19 |0.11 | 0.08 | 0.19 |0.12
a5 [1.00 [1.72 [1.54 [3.10 [ 1.09 [ 1.02 [1.17 [2.28 [2.17 [ 1.81 [ 1.45 [ 1.05 [ 1.11 [1.16 [1.91 | 1.26 | 1.10
0.08 [0.23 {0.10 | 0.49 | 0.10 | 0.07 | 0.08 | 0.13 | 0.11 | 0.04 | 0.38 | 0.12 | 0.03 | 0.02 | 0.06 |0.06 | 0.10
a2 [1.86 [1.10 [1.21 [1.70 [2.04 [1.82 [ 1.59 |1.24 [1.18 [ 1.02 [ 1.33 | 1.77 | 1.68 | 2.16 | 1.03 |2.34 | 2.05 | 1.86
0.26 [0.20 |0.16 | 0.38 |0.32 [0.08 |0.21 |0.15 [0.13 | 0.10 | 0.29 | 0.09 | 0.14 | 0.18 |0.08 | 0.21 | 0.30 | 0.15
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Fig. S-1-35

Peptide: IISPVLCa CID applied
26 [z5 |z4 |y6 |y5 [y4 |y2 [SPV[SPV|b7z [b6 [b5 [b4 [b3 [b2 [a7 [a6 [a5
L 7
5 | 131
0.04
4 [1.03 [1.27
0.08 |0.07
y6 [2.72 [2.07 | 2.62
0.05 [ 0.06 | 0.19
y5 [1.51 [1.98 [1.56 |4.10
0.05 [0.05 |0.11 | 0.13
y4 [1.70 [2.23 [1.76 | 4.61 [ 1.13
0.06 | 0.04 |0.09 |0.11 |0.02
y2 [1.16 [1.53 [1.20 |3.16 | 1.30 |1.46
0.07 [ 0.06 |0.07 |0.21 |0.06 | 0.07
SPV [1.58 [1.20 [1.53 [1.72 [ 2.38 [2.69 | 1.84
L 0.05 | 0.01 | 0.09 | 0.06 |0.06 |0.07 | 0.07
SPV [1.09 [1.20 [1.05 [2.49 [ 1.65 [ 1.85 [ 1.27 | 1.45
0.06 | 0.04 |0.06 |0.15 | 0.07 | 0.08 | 0.03 |0.04
b7z7 | 2.11 [2.76 |2.17 [5.72 [ 1.40 [ 1.24 | 1.81 {3.33 [2.30
0.21 [0.36 |0.39 |0.60 |0.17 |0.16 | 0.28 | 0.42 | 0.35
b6 [1.99 [2.60 [2.05 [5.39 [1.32 [1.17 | 1.71 [3.14 [ 2.16 | 1.06
0.04 [0.08 |0.14 |0.10 [ 0.03 | 0.02 | 0.10 |0.11 | 0.11 |0.12
b5 [1.29 [1.69 |1.33 [3.50 | 1.17 [1.32 | 1.11 |2.03 | 1.40 | 1.63 | 1.54
0.06 | 0.04 |0.06 |0.13 [0.03 |0.02 | 0.05 |0.05 | 0.06 |0.23 |0.04
b4 |1.27 [1.67 [1.31 [3.45[1.19 [1.34 [ 1.09 [2.01 [1.38 [1.66 | 1.57 | 1.01
0.08 | 0.09 | 0.09 | 0.24 |0.08 |0.09 | 0.05 |0.11 | 0.05 |0.28 |0.10 | 0.07
b3 [1.21 [1.08 [1.17 [2.24 [1.83 [2.06 | 1.41 [1.31 [ 1.11 [2.55 [ 2.40 | 1.56 | 1.54
0.05 [0.03 |0.07 |0.12 [ 0.09 | 0.08 | 0.07 |0.03 | 0.04 |0.37 |0.14 | 0.05 | 0.10
b2  [1.30 [1.01 [1.26 [2.09 [1.97 [2.21 |1.51 {1.22 [1.19 [2.75 [2.59 [ 1.68 | 1.65 | 1.07
0.09 [0.06 |0.12 |0.16 | 0.14 | 0.16 | 0.07 |0.06 | 0.04 | 0.42 |0.19 | 0.12 | 0.08 | 0.06
a7 |1.63 [2.14 [1.69 [4.43 [1.08 [1.04 [ 1.40 [2.58 [1.78 [1.29 [1.22 [1.27 [1.29 [ 1.98 [ 2.12
0.08 | 0.07 | 0.11 | 0.24 |0.07 |0.05 | 0.09 | 0.10 | 0.07 |0.18 | 0.07 | 0.07 | 0.08 | 0.05 | 0.11
a6 |1.27 [1.67 [1.31 [3.45 [1.19 [ 1.34 | 1.09 [2.01 [ 1.38 | 1.66 |1.56 | 1.01 | 1.00 | 1.54 | 1.65 | 1.29
0.08 [ 0.08 |0.04 |0.14 | 0.07 |0.06 | 0.05 [0.11 | 0.08 | 0.24 |0.07 | 0.04 | 0.06 |0.10 |0.15 | 0.08
a5 [1.03 [1.35 [1.07 [2.80 | 1.46 [ 1.65 | 1.13 |1.63 | 1.13 [2.04 [1.92 | 1.25 [1.23 [1.25 [ 1.35 [ 1.58 | 1.23
0.05 | 0.06 | 0.06 | 0.11 |0.05 |0.05 | 0.09 | 0.08 | 0.08 |0.27 |0.08 | 0.04 |0.11 |0.07 |0.13 | 0.10 | 0.07
a2 [1.19 [1.11 [1.14 [2.29 [1.79 [2.02 [ 1.38 [ 1.33 [ 1.09 [2.50 |2.36 [1.53 [1.51 [1.02 [ 1.10 [ 1.93 [ 1.51 [ 1.23
0.09 |0.07 |0.10 | 0.18 |0.12 |0.15 | 0.07 | 0.08 | 0.04 |0.39 |0.16 | 0.11 | 0.06 |0.07 |0.02 | 0.11 | 0.13 |0.13
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Fig. S-1-36

Peptide: IlIPVLCa CID applied
z6 (z5 |z4 |y6 |y5 |y4 |y2 |yl |IPV |IPV |b7z (b6 |bS |b4 |[b3 |b2 |a7 |a6
L 7
z5 1.16
0.04
z4 2.15 | 1.86
0.16 |1 0.12
v6 | 2.45 [2.85 [5.29
0.26 10.22 | 0.34
yS 2.26 | 1.95 | 1.05 | 5.57
0.23 10.17 | 0.08 | 0.61
y4 2.64 |2.28 | 1.23 [ 6.50 | 1.17
0.28 10.20 | 0.10 | 0.63 | 0.03
y2 1.32 {1.14 | 1.62 |3.26 |1.70 | 1.99
0.12 10.10 | 0.10 [ 0.35 | 0.07 | 0.09
yl 1.39 {1.20 [1.52 | 3.46 [1.60 | 1.87 | 1.06
0.32 10.26 {0.25 [ 0.83 |10.20 | 0.25 | 0.12
IPV [1.62 | 1.89 |3.50 |1.51 |3.68 | 4.30 | 2.16 | 2.28
L 0.14 10.15 | 0.18 [ 0.16 | 0.13 | 0.22 [ 0.09 | 0.28
IPV [1.60 | 1.38 |1.34 [3.94 | 1.41 [1.65 | 1.21 |1.14 | 2.61
0.22 10.16 | 0.14 [ 0.53 10.05 | 0.05 [0.05 |0.11 | 0.17
b7z7 | 5.14 | 4.43 |2.39 |12.6 |2.27 |1.94 | 3.87 | 3.64 | 8.37 |3.21
0.60 | 0.37 {0.23 | 1.18 | 0.16 | 0.09 | 0.24 | 0.56 | 0.60 |0.19
b6 3.60 (3.11 [1.68 | 8.88 | 1.60 | 1.37 | 2.72 |2.56 |5.87 |2.25 | 1.42
0.44 10.31 |{0.16 [ 1.04 |0.04 | 0.03 | 0.10 |0.30 | 0.36 | 0.04 | 0.09
b5 1.76 {1.52 |1.22 {433 ({1.29 |1.50 | 1.33 [1.25 |2.86 |1.10 | 2.92 | 2.05
0.23 10.17 {0.12 [ 0.53 | 0.04 | 0.03 | 0.07 |0.16 | 0.18 |0.02 | 0.19 | 0.03
b4 2.38 |12.06 |1.11 [5.88 | 1.05 |1.11 | 1.80 | 1.69 |3.88 |1.49 |2.16 |1.51 |1.35
0.27 10.22 {0.08 [ 0.75 | 0.03 {0.05 |0.07 |0.16 | 0.10 |0.06 | 0.14 | 0.07 | 0.07
b3 196 {1.69 (1.10 | 4.82 (1.15 |1.35 | 1.48 [1.39 | 3.19 |1.23 |2.62 | 1.84 |[1.11 |1.22
0.21 10.14 | 0.08 [ 0.52 | 0.06 | 0.06 [0.03 |0.16 | 0.19 [0.04 | 0.15 | 0.06 | 0.05 | 0.06
b2 1.46 [1.26 |1.45 |3.62 (1.53 |1.78 | 1.11 [1.05 |2.40 | 1.08 |3.46 |2.44 [1.19 |1.61 |1.33
0.29 10.23 10.23 [0.73 |10.12 | 0.16 | 0.10 | 0.05 | 0.27 |0.06 |0.42 | 0.17 | 0.09 | 0.14 | 0.10
a7 3.86 |3.32 | 1.79 {9.43 |1.70 | 1.45 |2.89 |2.70 | 6.26 |2.39 |1.33 | 1.06 |2.18 | 1.61 |1.95 |2.57
0.32 10.30 {0.28 [ 1.03 |0.31 | 0.25 [0.52 |0.83 | 1.09 [0.49 | 0.20 | 0.20 | 0.43 | 0.32 |0.35 | 0.70
a6 299 |2.58 |1.39 {7.37 | 1.32 |1.13 | 2.25 |2.10 | 4.86 [1.86 |1.72 | 1.21 |1.70 | 1.25 | 1.52 | 2.01 | 1.29
0.23 10.21 [ 0.11 [0.97 |10.07 {0.09 |0.21 |0.35 | 0.27 [0.17 |0.20 | 0.10 |0.13 | 0.08 [0.16 | 0.27 | 0.21
a2 1.61 {1.39 [1.31 |3.99 (1.38 |1.61 |1.22 [1.16 |2.64 |1.01 |3.14 |2.21 [1.08 [1.46 |1.20 [ 1.10 | 2.32 | 1.82
0.41 10.33 {0.27 [ 1.01 |0.17 {0.21 [0.17 |0.06 | 0.41 [0.10 |0.49 | 0.24 |0.11 | 0.17 [0.14 | 0.05 | 0.74 | 0.30
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Fig. S-2: MALDI-MS/MS spectra of (A) synthetic and (B) natural (fraction 27.2 min in
chromatogram Fig.2A) [D-Leu2]-GH-2 peptide.
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